s 2()().(292
200.0251
200.0030
s 199,963
e 2()().0629
s 109.9912
200.0732
e 2()().1025

s 2()1.01401
201.0764
201.0060
———— 200.9705

s 2()2.(0452
202.0414
202.0798

s 2()1.9996
—2()2.0113
s 2(11.9791
201.9580

e 2003.0558
203.0186

e 2040580
203.9784
204.0140

e 2()41.(0623
e 2()4.() 194

— 1T TIOW TL
unknown
unknown

— ]_]_nknown
s |11 KNIOW T
unknown

|
|
|
|
|
|
— 11K TIOW T |
|
|
|
|
|
|
|

C:H,0;
CyH,;0;
C:H;0;
— 111 K 1IOW 1

C(;H4 07 Nl_
e G Hy OGNy
unknown
— 11 KIIOW L

— ]_]_nknown

—.-'-—-i

Lr

Manual fit

C:H,Of
CyH30;
C-H;0;

C:H10p

m/z 201

m/z 202

/z 203

CsH;O: Ny
Cr,HgOsN;
CmeOﬁNT




s 2()5.(358
204.9981
205.0100
s 2()5.0601
e 2()5.0711
s 2(15.0276

204.9825

e 205.9935
206.0312
206.0667

L/

207.0494
206.9982

e 208.0098
207.9731
208.0448

I

e 209.0104
209.0159
208.9801

s 20090479

A\ N Y |

Final fi

|
C-H,0;
CGHBOg
C;H;0;N,
CSHIROE
C5H3OgNy

C;H, 05Ny
CsHzO; Ny

CGHTOg
CTHuOT_

C;H;OsNy
unknown
CsH10O7NT

|
2

3
J

C,H; 03 Ng_
C4Hz 09Ny
unknown

C; Hy O Ng_

)

Manual fit

C.H,0;
C:H;05

C;H;0;N,
CsH 304

C;H, 05Ny
CsHzO; Ny

v

C:H;0;

CI‘-‘,HTOTNQ_

m

.ll"'

Teagy

i

— CujHﬁj

C:;H;OsNy
C4H209N1_

z 205

7 208




Free fit

s 21().0247 n
209.9892

210.0608

Final fit
|

C,H,O:N;
C,H,0yN; ’
C(;H1207N1_

|
s 21 1.01294
210.9956
211.0221
e 21().9867
s 211.0619
s 21().9545
211.0972

|
s 212,059
211.9998
211.9681
s 2120300
s 21200421
e 2120687

s 21 2.9785
212.9990
213.0399
s 21 3.0 764
— 213.0101

e 213.9766
214.0187| | g2
214.0351 |4 1

e 2140460 |

e 2140042
e 213.9850
214.0797
e 214.1078

C4H509N1_
s (1 Hp1 OF
C4H1 OqFE
CQHTOE
— 1 KTIOWTL
CuHy;; 07

C H;OgN,
unknown
C;H,,OsN7
— 1111 K IOW L

e C4HOyN}
e C5H OGNy
— 1 KTIOWTL
— 1111 KIOW L
s |11 KNIOW T
CgH1gOﬁN1_
CipHisO4NT

JIRNE

Manual fit
|

C.H,O:N,
C,H,0,N; {

C,H;O4N; |
C3H, 049Ny
C;H;,OsNy

C,0,F;
Cf{HﬁOgNg_
CyH,Of
CH305
Cer,OﬁNg_

m/z 210

m/z 213




Free fit
|

s 21 5.0557
215.0919
215.0182
s 21 5.0300
— 214.9821

s 21 6.0575
216.0620
216.0951
— 215.9943
s 21 6.0 138
s 21 6.(238
215.9778

e 2170724
217.0350
216.9980
s 217663
s 217086
s 2171021

e 218.0297
218.0352
217.9951

e 218.0755
e 21 8.0668

s 21 9.(1134
219.0484
219.0537
— 219.0204
——219.0326
s 2190843
218.9865

Final fit

CyH10f
CyyH;; 05
unknown
C.H;07

— 1L KIIOW L

Manual fit

CyH10f
CyyH;; 05
CH,0-

— 11 KNIOW L
e C;Hg O, NT
unknown
— 11 KIOW T
CgH1405N1_

CyH,;0;
C:H,0
C:H;O0;
— 11 KIIOW L
— 1L KIIOW L
Cﬁ Hr, 07 Ng_

C,H,O.N;
e CgH, OgN;
CsH1gOﬁN1_

C,H,0,
CgH 05
— Cu HTO;
CgHmOE
e {111 KTIOW L
Cr,H:;OsNQ_

C.H,0;
CgH 05
CGHTOTNE

m/z 215

m/z 216

m/z 218

m/z 219




Free fit

. 2200457
220.0094
220.0506

s 221.0514
221.0453
221.0100
—— 221.0219
s 221682
s 22().9913
220.9737

s 2220253
221.9892
222.0593

s 223.0273
2229881
223.0410
s 2230044
s 2230625
s 2232875
223.2556

e 2240051

Final fit

C.H, 0N,
CsH;OsN,

Cr,Hr,OsNg_
CsHmof_
CTH}]OS_
Cr,HgO‘;FE
C(-;H}]OTNQ_

C,H,O.N;
C;H, 09N
C.H,,0:N|

C:;H;OgN, I

Manual fit
C:H,,O;Ny /Z 220
CeH;OsNy

/z 221
CGH803N|1_ mL/Z 222
C;H,0OyN7
C.H,,0:N|

C:;H;OgN, I

m/z 224




Free fit

e 2250078 |

e 2260084
226.0179
225.9808

s 2269908
227.0084
227.0167
s 22700556

e 227 9987
227.9896
228.0108

e 22.8.0223
s 22.8.(368
s 2280603
228.0872

e 228.9950
229.0714
229.0346

Final fit

>N

— 1T KIIOW L

]
C,H;0,)NT
CiyH;1 Oy
unknown
— 1111 K IOW L

|
C4HgOygNy
unknown
unknown
C sHyg Og N1_
— 1L KIIOW L
CypHy, 05Ny

Manual fit

t

m/z 225

|
CiH;0,\Ny
CiyH;1 Oy
C4H;OgN;

C;H; 0, N5
CiyH;304
CyH,O;

m/z 226




Free fit Final fit Manual fit

L 1§

230.0050 | |4 unknown

230.0756 | CgH1gOﬁN1_
e 2300667 1{ CsHyO; Ny )
s 2300386 l CypHys05N;
s 229 Q855 s 111 KNIOW L

230.0264
—230.1031 | NN | | ’-‘

229.9647 ‘k Py . ‘\

AN AN

s 2309862
231.0507 CyH1, 07
231.0867 s C 1 Hy5 O
e 231.0252 C;H;O;N;
e 231.0099 e 1K NIOW T
| ]
3300451 CH,,0:N; CsH,,0;N; m/z 232
232.0095 s G2 Hg Og NT
232.0535 unknown
e 2320875 CyHy4O6NT
e 231.9891
e 2321166

| |
e 233.0663 C,H,;0;
233.0480 s 19 Hy O
233.0315 CyHy O5
e 233.0103 C;H;05
— 232.0023 3
e 233.0963

234.0617

C.H,O:N,
C.H,,0;N;

C;H O:N; ]m/z 234
CsH,,0;N7T




Free fit

—235.0278
235.0648
235.0362

s 2360426
236.0369
236.0045
e 2360686

s 237412
237.0478
237.0249
s 2370070
e 237.0700
s 236.9966
236.9733

e 238.0202
238.0574
238.0490

Final fit

C.H,,0:N,
CsH;OgNy

CngOg_
Cr,Hr,OgNg_
CsHy305
CsHyOgN;
C2Hy305
CsH3 010Ny

C,H,O,N,
C.H,,04N;

s 239).(245
239.0154
238.9789
s 2390613
s 239,528
s 238.9931

C;H;0yN;
C;H,0,F;
C;H;0, Ny
CsHy1OgN5

Manual fit
m/z 235
|
C?HmOle_ l'l'l/Z 236
CHONT
m/z 237
CH.ON, m/z 238
C;H,,O4N;
| |
C,H,0,N, m/z 239
C;H,0,F;
C;H;0 Ny




Free fit

e 230.9997
240.0356

e 24.1.0044
240.9965
240.9741
e 24.1.0358
e 24.1.0672

e 24.2.0034
242.0138
e 241.9729
s 241.9881
e 2420402
e 2421593

s 2430081

243.0526
242.9902
e 24.3.0175
s 242 9817
s 2430468
243.0867
— 24.3.1225

N

244.0069 4
244.0826
s 2441445
s 24.4.0560
s 2440193
243.9741

Final fit

C;H;O Ny

CiH;0\N;
unknown

— CmHgOT_

C;HzO Ny
unknown
unknown
— 1 KTIOWTL
— 1 KTIOWTL
CypH2OgNy

C4H;O49N5
s (10 Hyy OF
Cr,HgO:;FT_
—1 111 K TLOW 1L
CuHy;; 05
CstOng

s C1o Hyg OF

|l

CyHs O Ny
CgH1007N1_ i
s C 1 Hyy OgNT
— 1 KTIOWTL
— 1 KTIOWTL

s |11 KNIOW T

Manual fit

C;H;O Ny

C,H;0yN; |,
C4H3 04 Ny
C3H3 049Ny

m/z 240

m/z 241




Free fit

s 244, 9854
245.0664
245.0294

Final fit

C.H,0.F,
s C 1 Hy3 O7
CgHgOs_

Manual fit

s 2459866
246.0258
246.0630
— 246.0973

— 11 KNIOW L
CH,O4N;
CgH-lgOle_
C1oHys 0Ny

C,H,0,F;

C.H,O:N,

CyH,O; Ny
CipHisOsNT

s 2470438
247.0505
247.0847
e 2470772
e 246.9851
s 2470179
247.0013

CyH,,0;
CyyH;; 07
CsHTOg_
CgH1307N1_
— 11 K NIOW 1

CyH,Og
CyyH;; 07

s 24.8.(1412

248.0039

e C7Hg Og Ny

CgHjOsNy

CgHjOsNy

s 2491434
249.0555
249.0227
s 2490781
s 2490030
s 24.8.8931

Cs H, Oq_
Cg Hys 03_
s C13Hy3 05
CeH; OgN5
— 1111 KIOW L

m/z 245

m/z 246

m/z 247

m/z 249




Free fit

s 250.0567
250.0200

|
e 251.0613
251.0560
251.0238

— 251.0042
s 25().9 756
s 2510937
250.8816

s 2520361
252.0663
251.9991

Final fit

C.H,,O0:N,
s C7Hg Og N

C -Hs 01_0
unknown
Cs Hyy Oq_

C 5Hjy 01 0 Ng_
— 1 KNIOW L

C;H;,OyNy
CsH 1 Os Ny
s G Hg Oy Ny

|
s 2530413
253.0348
253.0655
s 252.9945
s 253.077(0)
s 25.3.0052
252.9785

e 254.0532
s 253.9756
s 2540797
254.1352

CsHyOgN5
C5H; O49N5
CeH; OqgNy
— 11 KIOW T

C7H;305N;

C;HzO Ny
C:H,,0yN7T
unknown
— 1111 K IOW L
CsH1ﬁOsN1_
e C5H4 O N

unknown

Manual fit

CsH; 05N, |

C;H;,OyNy
CgH,OsNy

—

CsHzO Ny
C:H,,0yN7T
CsHmOg_

/z 250

n/z 252

m/z 254




Free fit

s 25500096
255.0182
255.0436
s 2550548
e 254.9852
s 2550849
255.1278

Final fit

C;H;0N;
CsH; 0y Ny
CsH 1 OyN;
CsHyOqoNy
C2Hy505
s |11 KNIOW T

s 255.9925 |

256.0007
256.0330
s 2561224
s 2560577
s 2560839

LL |

s 256.9901
257.0034
257.0317
e 257.0724

C;H;O; Ny
CsH;OpN7T
C4H3 Oﬁ Ny F;
CyHgOgNy
C1HyiyOgNy

| 111K 1IOW 1L

C,H;0,; N5
C;H;0,;NT
— CmHgog
— 1111 K IOW L

e 2579845
258.0183

C,H,0;N,F,

s 258.9730)
258.9894
259.0456
s 25900098
e 259.0764

— 111 K T1OW 1
e Cg Hypy Of |
Cng Oq_

Manual fit

2

C;H;0,N;
CsH;; Oy N,

C;H;O; Ny
CsH;OpN7T

-

CiH;0;N;
C;H;O; Ny

C,H,O;N,F;

m/z 255

m/z 256

m/z 257

m/z 258




Free fit

s 2600392
260.0773
260.0444
e 2600196
s 2589838
s 259.9959

Fina

1 fit

CsH1001 Ny
CyHsOgNy

— 1K TIOWTL

CyH,)OsNy
CiyH1,O;N7

s 210586
261.0668
261.0416
s 23100241
s 26,1.0825
s 26().9846
261.0019
s 20,().9710)

CHy;3 05
CgHgOQ_
CgHmOTN;
CyHy OgNy
C:H, Ong
CyH; Oy Ny
s Cyy Hy7 OF

— ]_]_nkn{)wn

261.1033

s 262.0566
262.0205
262.0941

e 262, 0883

CsHyOgN |

CyH,;,O5 Ny

C1oHysO7Ny

s 26.3.0403
263.0587
263.0222
s 2630957
s 2630036
s 263.0731
262.9766

CyH; 0y
CsH; O,
CpHy;; 05
C 5 Og Fg_

e 2340361
264.0722

CgH; Oy Ny

CyH 03Ny

.

Manual fit

CyH,)OsNy
CiyH1,O;N7

m}z 260

CyH,;,O5 Ny
CsHyOgN |
C1oHysO7Ny

CyH; 0y

CsH;yOg Ny
CyH 03Ny
s C 1 Hyg O NT

In/z 263




Free fit

e 2650397
265.0205
265.0743

Final fit

Cs H, 01_0
Cg Hys Oq_

s 26600512
266.0163
266.0820

C.H,0,N,
C;HzO Ny
CyH,;OsNy

s 2670563
267.0491
267.0241
s 2670138
s 2669971
s 2670886

C-HyO Ny
CsH;0 N5
C-H1OyN;
CTHTOﬁ

s 268.0307
267.9947

268.0616

C;H;,0)N7
C;H;O Ny
CsH,OgNy

e 239.0261
269.0357
269.0008
s 26,8.9912
s 269.(612

e 269.0732 |

CsHyO N5
CsH;O Ny
C;H;0;N;
CmHgOng_
CHy307
C1Hyi3O6Ny

Manual fit

CgH,OyNy
C;HzO Ny
CyH;Os Ny

C-HyO Ny
C;H;0 N3
C;H;;OyN;

C;H;,0)N7
C;H;O Ny
CgH,OyNyT

CsHyO N5
CsH;O Ny

C;H;0;N;

m/z 266

L/Z 268




Free fit Final fit Manual fit
| | |

|
——— 2700063 CH;0, N CH;0O N, m/z 270
270.0134 C.H,,0,(Ny C.H,,0,(Ny
270.0480 — C4H4011N3_
e 27().0399 CgH,509Ny
s 269.985()
s 27 ().(18019
| | 1] |
s 2710045 C;H;0;N; C;H; 0 Ny l'Il/Z 271
271.0140 | CH,,0,N; CH,,0,)N;
271.0401 C5H; 045Ny
e 2710507 CeHy Oy Ny
27 ().9816 C12H1507_
s 27 1.0832 CypHy O7N;
271.1179 e C 13 Hy Of
——— 271.0890 C;H;0,,N; C;H 0Ny m/z 272
272.0207 CH,,0, Ny CyH,,0, Ny
272.0024 C.H;0,N; C.H;0,N;
— 2721347 CTH14010N1_ CqH{iOqu_
s 27 2.(154() CmHmOle_ ClOHlOOSN‘l_
s 2720797 CnHyO:Ny

A *
/o-. 3 1%

_J‘t s *
——— 2720348 C.H,0,N, C.H;0,:N, m/z 273
272.9982 Cr,HnygNl_ Cer,OgNg_
273.0242 CsHy 011Ny
e 2730585 CnHy3O0g
s 2730958 CpHy; O7
CTHmOﬁ
| L
s 2740545 CiyHpOsN7 CipHp OsNy l’Il/Z 274
274.0592 CH,OgN Fyy
273.9790 — CﬁH};OygNl—
e 2740057 CyHg Oy NT
s 2741208 s 111K T1OW L
s 27 3.9936 s LK TIOW 1L
274.0943 s Cy Hy O NT
— N KNOWTL




Free fit Final fit Manual fit
|

| L
——— 275.039 CpH,,0, CpH,,0, I m/z 275
275.0687 CyH; 0y, CyH;0y,
275.0045 unknown C11H15 Og
e 2750777 CuH;;05 CiHi3OsNy
s 2749951 | s T KTIOWTL
274.9734 F
s 2751102

—— 2759751 C.H,0.N, F, C.H,0.N, F, m/z 2 76'
276.0725 3 CiHy OsNy CiHy OsNy
276.0363 ; C,H,,0,N; [{ C,H,,0,N; |{

e 2760046

e 275,8014 1 ]

L
L

| | |
s 2770198 CyHy0y,
277.0562 Ci1Hy;3 0y
277.0755 — CquOGNQ_
e 27 7. (0384 CgHmOsN; !
s 27 6.0808 s |11 K TIOW TL
277.1010

| [ |
s 2780504 CyH;OgNy ﬂ: CyH;OgNy ﬂ m/z 278
278.0545 CiHysOsNy CiHysOsNy
278.0881 CyHO,N; CyHO,N;
— 2780151 CoH, 040N,
e 277 002

| | | |
2790516 CoH,05,
279.0504 e C1gH505
279.0936 CsHuOgN;
— 279.0850 CeH; 0y,
e 2700323 C;H; 049Ny
s 270 (1158 CmeOTN;
278.9977
s 2789776




Free fit

s 28().(693
280.0308
280.0631
s 28(). 1015 ]
e 279.9945 3

s 28 1.(290)
281.0160
281.0700
s 28(). 9868
s 28 1.(1496
s 281.1029

s 2820104
282.0465
282.0806

———— 283.0407
283.0159
283.0504
e 283.0058 |,
e 283.0827

e 2831152

s 284.()28()
284.0208
284.0634
s 2841543
s 2839863
s 2840937 b

Final fit

CyH,,OyNy
CsH;OpN7
CipHisOsN7
C7HgOy Ny

C-HyO N5
C:H,0
unknown
CsH; 01 N5
C1HyO;N;
CgHy3;09N5

C;H:O; Ny
CsH50)N7
CyH,;0y Ny

C;H;;0)N;
CsH;0 N5
— CmHTOsN;
C1Hyj O7N;

— ]_]_nknown

C;H;,0;N7 [
CsH,0)N7
e Cg Hg O N

Cr,H:; 07 Ny F;

Manual fit

CyH,,OyNy
CsH;OpN7
CipHisOsN7

C-HyO N5
C:H,0 |
CsH; 01 N5

CgHy1 09Ny
CgHy3;09N5

|

C;H:O; Ny
CsH50)N7
CyH,;OyNy

C7Hy Oy Ny

C;H;O; N3
L]

C;H;,0;N7
CsH,0)N7
CgH1309N1_

PLATY L

at

| | 3
G, OnN, m/z 283

m/z 280

m/z 281

m/z 282

m/z 284




Free fit

s 284.9854
285.0244
284.9988
s 2850633
e 285.0399

e 2860004
285.9803

s 2860322
s 2860708

286.0436 |4
e 2860109 |

s 287.0007
287.0400
287.0775

s 287.9953
287.9751
288.0067
s 2883.0338
s 28830729
s 288.(0492

e 280.0532
288.9920

—— 289.0056
s 2800219
s 288.9 768

289.0619 {17

Final fit

L |

C.H.OpN,
C;H:0,N;,
— Cu quq_

C7Hy301)N5

.
*

C;HzO;p Ny
C;H,0; N7
CH,0;;Ny
C;H:O; Ny
CgHy501)Ny

C;H;0:N;
e C 11 Hyy O
s CHy5 Of

|
— 1K TIOWTL
s Gy Hig O Ny
s C 1 Hyp Oy NT
CeHypO 12Ny
C1 Hy,OgNy
C;Hy O Ny |,

CuHyi0f
CﬁH7013N1_
— C10H901_0
C(;H1 O4F8_
CipHy3O0sN5 |
C2Hy;Of

Manual fit

L |

C.H.OpN,
C;H:0,N;,
CeHy Oy N5

C7Hy,1011 Ny

CgHy504)Ny

C;HzO;p Ny
C;H,0; N7
CH,0;;Ny
C;H:O; Ny
C12Hy507N7

| K

C;H;0:N;
C(-;Hf 01_1

m//z 285

m/z 286

m/z 289




Free fit
|

s 29().0505
290.0557
289.9868
—280.9944
s 29().(149
s 20().0887

s 291.0672
291.0756
291.0344
s 291.0502
e 20().9708
s 20().9930)
291.0096
s 291.1035
291.1540

292.0309
291.9704

— 25 2.1 (128
s 21,9474

s 2930490
293.0583
293.0740
— 203.0319
s 203.01146
s 203.1001
202.9823
—202.96(04

e 2040468
294.0831

Final fit

CiyHpOgN7

CyHzO, Ny
CiiHsOsNyT
— 11 K NIOW 1

C;H;0;N,F,

L |
— 111 K TIOW 1
s C11 Hy5 O
s C1Hyy OF
— 111 K TIOW 1

— 1111 KIOW L

C4H;Oq3N;

e C1aHyy O

C12Hy3 O Ny
T

od

CiyH1;OgNT
CyH;,O)N7
C4H1 Oﬁ Ny Ff_
C11HigOgNy

— ]_]_nknown

|
CiyH305,
— CquOTNQ_
CgHmOgN;
CyH,07
Ci3Hy306N;
s 1IN KNIOW L
C(;HQO:;FQ_

CyH;20)N7
CiyHisOgNT

Manual fit

L1
CH;,OyN; :n mi/ iz 290
C;H;0;N,F,
CyHzO, Ny
CiiHsOsNyT |

m/z 291

CiyH1;OgNT /Z 292
CyH;,O)N7

CyH;20)N7 !
CiyHisOgNT

m/z 294




Free fit

e 205.0513
205.0421
204.9824

e 205.0859
s 2950084

s 2960632
296.0537
296.0260
s 295.9819
e 296.0966

s 20 7.0215
297.0576
297.0711

s 2980374
208.0459
208.0222
s 298.(668
s 298.(798
s 208.0029

s 299,392
299.0198
299.0525
s 299.0076
—209.0791

Final fit

CsH,0,F,

CsH;10)N5
CyH,;04N;
C;H;0;N;

Manual fit

CsH,0,F,

CsH;10)N5
CyH;;0yN;
C-H;0;N;

CyH,0)N7
CsH;O1 N7
unknown

CiyHisOgN7

C;H,0;N;
CsH;30,)N5

ni/z 295

CyH,0)N7
CsH;O1 N7
CipHisOgN7

CsH 20N
CyH ;509N
C;HO Ny

C.H,0,N, | 4
CsH,;0,,N7 |

C;H;;0:;N;
CsH;02N;
Ci3Hy 05

m/z 296

C:HyO,; Ny l'Il/Z 297
CsH;30,)N5

|
CH,,0,;N; Hl/z 298
CyH ;509N
C;HO Ny

C:HyO Ny | 4
CsH,;3;0.1 N7
C;H;;0:;N;

CsH;02N;




s 300186
300.0257
300.0594
s 3000519
s 2099865
s 3()().0889

s 3()1.0274
301.0511
301.0178
s 3()1.0606
s 3009806

—— 302.0373
302.0008
302.0225
e 302.0599
e 301.9849
e 302.0875 |
301.9516 [
e 302.1203 |

!
’

e 302.9915
302.9996
303.0327

s 3()3.0722
s 3()3.0460
s 3()3.1071

s 3()3.9700
304.0674
304.0348
s 33,9943
s 3040192
s 3041036
303.8849

Final fit

L1 3
C;H;,02N7
CsH 40N
s CgHg O13NT
CsH;O1:1 Ny
C5Hg 042Ny
CyH, 501Ny

C7Hy3011 N5
CsHyO42N5
C5H;O43N5
C7Hy 10Ny |
CeH; Oq3Ny
CgHy5011 N7

C7H;,015N7
s (g Hg O3 NT
s C 1 Hg O 1 NT |l
C12Hy505NT
— 1111 KIOW L
s |11 KNIOW T
unknown
C13H9007N1_ :

CTH:;O‘;F‘;
— CmeOﬁ
CeHy1012N5
C2Hy50
C7Hy301N7
Ci3Hyy O

| |
— 1T KIIOW L
CiH,OyNT
CioHy Oy Ny
CiH;O 3Ny
CpHisOsN7
CeHypO 13Ny
unknown

Manual fit

C;H;,02N7
CsH,,0. N7
CH; O Ny
Ci3HisO- Ny

Cr,H1 Oﬁ Ny Ff_
CiH,OyNT
CioHy Oy Ny
CiH;O 3Ny
CpHisOsN7

m/z 300

m/z 303

n/z 304

—




s 35,0487
305.0576
305.0835
e 305.0134
s 3049919
s 35,0953
304.9727
s 3051309

s 3060458
306.0522
306.0835

e 35,9847
e 306.0076
s 3(6. 1189

e 307.0793
307.0665
307.0469
e 307.0301
s 3069946
s 3()6.9699
307.1497
s 307, 1130

s 307.9815
308.0623
308.0985

s 3090666
308.9846
309.0492
e 309.0197
s 3090989

Final fi

CiH;305,
s C13 Hy7 O
unknown
C5HyOy3N5
CsH; O14Ny
C(;H1 OI",FS_
unknown

CyH Oy Ny

CiyH2 0Ny
CiuH;sOgNy
Cr,H:; Oﬁ Ny Ff_

Cu Hay 03 N1_

CipHi; OyN.
CiH;;05,
C;yH;1 0y
CuHp Of
CQHTO-I_Q
s (o Q4 F
s C12 Hoy O7 N3

2

C.H,O.N,F,
CioH 1, 0Ny

L J

s (13 Hpy O NT

Ci;Hy;O7

CioHy5;0y) Ny

CsHy,O; N3

Manual fit

CiH;305,

s (1 H3 Oy N

CiyH2 0Ny
CiuH;sOgNy

CiH;;05,
CyH;1 019Ny
C;yH;1 0

CioHi;OgNy

— C13 Hag 07 N1_

C.H,O.N,F,
CioH 1, 0Ny

s (1 H3 O

CyH,304)N5
C:Hy,O N5
CypHy7OyNy

CioHy5;0y) Ny

«m//z 309

m/z 306

m/7 308




Free fit

s 310.0777
310.0417
310.1141

s 3089859

Final fit

CioHs 0Ny
CyH ;20N
s G Hop O NT

s 311.0368
311.0474
311.0828
e 311.0751
e 310.9991
s 311.1169

CsHuOuN.z_ )
CyH; 30N
s C 13 Hy5 OF

C.H.0,N;

s 3120582
312.0476
312.0218
s 3120846
s 3120985
s 311.9769
311.9986

'y

CyH 40N
CsH; 02N
CioHi30y Ny
— 1L TIOWTL

CeHg 012Ny

e 313.0512
313.0604
313.0165
e 313.0867
e 313.1047
s 312.9780

CsH;30:N5
C-HyO02N;
CyH;;0; N7
CuHy;Of
CﬁOgFﬁ

e 3140346
314.0426
314.0744

s 3140635
s 3140000
s 3141027

CH;,0pNy || !
CgHmOuNl_ iy
s G Hg Op3NT

— T KTIOWTL

— ]_]_nknown

Manual fit

— Cu Hay 03 N1_

CioHs 0Ny
CyH ;20N

CsH;10N5 |
CyH; 30N
CyH;501)N;

C-H;0:N;

CyH 40N
CsH; 02N
CioHi30y Ny
C4Hg Oﬁ Ny Fg
C7HypO11 Ny

CsH;30:N5
C;H,0 ;N3
CyH;;0; N7

s CHg O12N3

CsH 202N
CyH;30: N7

m/z 310

m/z 311

mj/z 312




Free fit

e 315.0411
315.0305
315.0750
s 315.0563
s 315.0056
s 3149937 |
315.1039
e 315.1403

s 3160545
316.0139
316.0458
s 3160226
s 3160813
s 315.9892
315.9704
s 3161051

—— 317.0555
317.0450
317.0188
e 316.9855
e 316.9983
e 317.0876 |
317.1236 |

e 318.0254
318.0376
318.0559
s 318.0834
s 3179844
s 318.1194

s 318.9804
319.0677
319.0297
e 3190065
s 3190505
s 319.1010
319.1231

Final fit

C;H;;0::2N;
CsH ;302N
C-H,O; 3Ny
CsH;O3N;
CgHy5011 N5

CuHyy O

CsH 402N
C;H;,O13N7
CiuH O Ny
C7Hy,011 Ny
C;H;O 3Ny
s 111K TIOW 1
unknown

L]
C7Hy301:N5
s (1 H13 07
unknown
Cu H‘]Ol_l
— 1111 KIOW L
Ci3Hy; 0y
— C15H90§

C7H;,043N7
unknown

C12Hy50y Ny
C11HyOygNy
C13 Hay 03 N1_

— ]_]_nknown

— 1T KIIOW L

C12Hy505,
CeHy1043N5
CeHyO4Ny
Ci3Hypy Oy
CypHy 019Ny

Manual fit

C;H;;0::2N;
CsH ;302N
C-H,O; 3Ny
CsH;O3N;
CyH;7;011 N7

CsH 402N
C;H;,O13N7
CiuH O Ny
CeHgO4Ny
C;H;O 3Ny
Ci3HisOsNy

m/z 315

m/z 316

m/z 318

m/z 319




Free fit

e 319.9822
320.0663
320.0582
s 32(). (1989
e 3200262
e 319.9962
320.1342

|

321.0154 [
321.0456
e 32 1.(0597 | |
e 321.0819
e 32().9812
321.1006

7
i,
4'»__1'
| |
e 322.0398
322.0782
322.0468
— 322.0098
——321.9934
s 3221124
321.9748
e 3221381

|
e 323.0254
323.0751
323.0380
e 323.0665

324.0965

)

Final fit

K1
CriHi 010Ny
unknown
C‘lH{iOMNR_
CraHygOg Ny
CioHigOn Ny
CSH{i 011N3_
Cy3Hge Os Nl_

‘I\.

[ 11
CyHy05,
C1H;305
CypHy3 Oy Ny
CuH7 0y
CTH‘;O‘;FQ_
CyHyO1 Ny
e CipHy Os Ny

CiH O Ny
C1Hys Oy Ny
— C4H3 014N3_

CraHyy Og Ny

e 1IN KNIOWTL

e I KTIOWTL

' |l
CipHi; 0Ny
CipHy; O
CQHUOMN;
C1H;; 05
CisHiz O7 Ny
CsHﬁole—
e CpHy Os Ny

L |

(}10]:‘]:-14().1‘l N‘l_
= CuHis01oNy

Manual fit

ClnI‘IgOl—2

C1H;305
CH; 0y

CyH,0yy Ng_

CiH30,0 Ny

CyHpOnNy
C1Hys Oy Ny

CypHy; Oy Ny
CyH;; 0,
CQHUOMN;
C1H;; 05

1
CipHuOuNy
s C13Hog Os Ny

m/z 320

m/z 321

m/z 322

m/z 323

m/z 324




s 3250659
325.0572
325.0917
e 325.0204
s 3240982
s 325.1183
325.1649

s 32600745
326.0367
326.0664

—— 325.9718
s 326.1113

s 3270326
327.0674
327.0439
s 3270773
s 327 1087

e 328.0484
328.0557
328.0164

e 328.0875
s 327 D886

e 3200481
329.0590
329.0099
—— 320.0202
s 3200879
s 32,1164

Final fit

s (13 Hy3 O
s C 15 Hy7 O

CTH:;O:;F;O
C11Hy OyNy
s 17 Has Of

Ci3Hy305N; o

CsHyOpNy ]

CyH ;202N
Cr,H1 Or, Ny Fq_
C11Hy 01Ny

CiyHsO; Ny

CsH;102N5
CyH;;0,:N5

CuHyOf
CTHQ Og F1_1
| 111K 1IOW 1L

CyH;30::N7 |

CyH 402N
CsH;O13NT

C7HypO 12Ny
CeHgOq3Ny

CioH 3O Ny

C-HyO;3N;

s C12 Hy3 Qg N3
CsH; 103N
C13HyyOgNy

CsH;30::N5

Manual fit

s C1g Hy7 O N3
CyHy1015N7

CypHy501NT
CyH,3011 N5

s G Hoy O N

CiyHsO; Ny 1’]_'1/2 326

CyH ;202N

m/z 325

CsH;102N5
CyH;;0,:N5
CyH;30::N7 |

CyH 402N
CsH;O13NT
CioH 3O Ny
C12HypOygNT

CTH}]OHN; ly
CsH;30::N5 |
CyH;5015N7

CsH; 103N
1 g

z 328




Free fit Final fit Manual fit

e 33000332 CH,,0y3N; C.H,,0;N; m/ z 330
330.0640 CgHmO-lgNl_ CgHmO-lgNl_
330.0708 — CngOle_ CTHwOuN;

e 330.0255 s N KNIOWTL CsHsO3Ny

—320.9936

s 33().0491
330.1109

wtfa

| |
s 33 1.00413 Cu Hyy OmNg_ CsH13013N1_ s m/z 33]‘
331.0323 CiHyy 01_1 CTH11O13N2_ )
331.0709 CuHmOgNg_ CsHmOuN;
— 331.0066 s 1IN KNIOW L CsH; 04Ny
—— 330.9851 CuH:O,
e 331.0994 CuHyO;
331.1221 CHsyy 03N1_

L L1 | [
—— 332.0404 C.H,;0;;N; |} CHLOLN, i m/z 332
332.0385 C12H14010N1_ C12H14010N1_
332.0698 CTH10014N1_ CTH10014N1_
s 332.(1118 CmHmOmN; CmHmOmN;
s 3320985 Ci3HisOgNy Ci3HisOgNy
s 3.3,1.9929 — CmHﬁOuNT — CﬁH{iO‘l;;N:‘_
332.1342 C1HyOsN; C1Hy O Ny
—— 331.9735 CiHi O; Ny CiHypO Ny
s (g Hg O3 N7 :

—— 333.0495 CpHy30, m/z 333
333.0407 e C Hy O,
333.0167 e C 13 Hp O
— 333.0818 CsH,0;
s 333,004 C(;H7015N1_
—— 332.0835 CuuHy 05
333.1072
e 333.1355 1]
| | [
s 334.()798 CuHmOle_ m/z 334
334.1144 s (11 H12011N1_
s 3340677 CﬁH307N1F7_ i
s 3340260 CTH12014N1_
334.0037 s (14 Hoy Og N1_
s 334, 1464 '




s 3350596
335.0678
335.0255
—— 335.0981
e 3349991
s 3349841
335.1216

e 3360954
336.0899
335.9766
e 3360575
e 3360235
s 336.1346
335.9914

s 337.0555
337.0460
337.0978
s 337.0803
s 3370187
s 337.0033
336.9807
s 337.1203

337.1644 |
Lo

s 338.0359
338.0718
337.9923
e 3380859
e 338.0494
s 338.1076
337.9730

. 3381364

e 330.0704
339.0643
339.0356

s 3391060
s 3300212
s 3:39.127()

338.9726

Final fi

L |
C2Hy50,
s (11 Hi OF,
s C13 Hyg O
C5H;O45N5
CyH;O45N5

CpHi30y Ny
CiuH,0; Ny
CiH;O;; Ny
— 11 KIIOW L
CizHnOgNy

CipHypO12NT

L1
CiyH30; N3
CpHy;0p;
CiH;305,
CyHyO45N5
Cr,HgOmNg_
Ci3Hxn Og,
CngOr,Fg_
C13Hy; 05Ny

CiyH2 0y N
CiuH;sO; Ny
unknown

CiHzO ;N
C12Hy 01Ny
unknown
CyH;,011 Ny
unknown

CH Oy Ny [

CioH; 0 Ny
s C 15, H15, O
s G143 Hy3 Oy NT
CyH;1015N5
CisHypOg
CiyH1 03,
CgH; 014Ny
Ci3Hy0q,

Manual fit

|
CpHi30y Ny
CiH;O;; Ny
CiuH,0; Ny
CizHnOgNy

|4
CiyH30; N3
CiH;305,
CpHy;0p;

CiyHp 0Ny
CiHzO ;N

Ci3Hpy OgNy
¥

CioH; 0 Ny

s C 1 Hy13 O10NT
CiyH1 03,

m/z 335

z 336

—

CipHy5 01Ny [

m/z 337

m/7 338




Free fit

d
s 3400526

340.0898

|
s 34.2.0677

342.0322
342.1080
— 341.9637

[ |
e 34.3.0731
343.0646
343.0318
e 34.3.0402
e 34.3.1046
s 34.3.1308
342.9782
s 3429535

|
e 3440437
344.0727
344.0525
— 344.0231
s 3440117
s 3440853
343.9859
e 344.1132 | §

Final fit

A

— ClleOuNl_

CioH1, 0Ny

Ci3Hi309Ny
e G4 Hi3 O

CysHyg OsNy
CsHyO3N5
CgH; 04Ny

CipHy; O Ny

s C11 Hop O11 Ny
CﬁHl Oﬁ N1 Fq_

CipHi 0Ny
CyH;2013Ny

CyH,;0,.N5
e C 19 Hyy O Ny
e 13 Hy OF
Ci3Hi509Ny
Ci;Hyy Oy
s 1L KIOW IL
unknown

CyH,4013Ny

CsHynO1 Ny

CiHgO Ny
CyiHp Oy Ny

C:H, 03Ny |

CioHi3Op Ny

Manual fit

A

C10H14012N1_ miaz 340
s C'13Hpg Og N

CioHy5050N7 l'Il/Z 341
CipHi7OnNy | |
CoH;3015Ny

CiHisO0p Ny 1’].'1/2 342
CyH;2013Ny
s C 13 Hoy O1pNT

CyH;;01:Ny
CyHy3013N}
CsHy1013N5

CyH,,0,3NT
C:H, 03Ny |
CioHi3Op Ny
C3H,,O4Ny
CiHgO Ny




346.0614 ]|

Final fit

[ 11
CTH102F1_2
CyH ;03N
CsH;30:3N5
C-H,O4 N5
CiHy; 0y,
C1HyO Ny

s G5 Hoy O

CsH5O014NT
CyH ;013N
unknown
C13HyOy Ny
Ci3Hy5010NT

C;Hy OgNy

s 34.8.0429
348.0938
348.0280
s 3479803
s 34.8.0652
s 34.8.1303
348.0056

Ci3Hy;05,
CgHy3014 N7
C7Hy1 04Ny
CiHyy Oy,
Cu HTOI'{

Ci;Hy Oy

CsH,014NT
Ci3HisOy Ny |
C;H;O ;N
CuyH»nOyNy
CiHjOppNy
CpH 1,0 Ny

C7HypO45 N7

V]

C12Hy307,
s (13 Hy7 O
CsHyOy5N5
CypH;O03NT

Manual fit

C7H; 045Ny
CyH ;03N
CsH;30:3N5
C-H,O4 N5
CgHy1 04Ny
CypHypy 012Ny

CsH5O014NT
CyH ;013N
s G Hg O N7

C;Hy OgNy

CsH,OuNy
Ci3Hi30y Ny
C;H;O ;N
CiHjOppNy
CuyH»nOyNy
CpH 1,0 Ny

m/z 345

m/z 346




Free fit

e 3501093
350.0744
350.0404
. 340, 0988
e 3501509
s 3409739

s 351.1129
351.0932
351.0537
e 351.0642
e 3510241
s 35 1.0001
351.1489
s 3509770

s 352.0872
352.0501
352.0611
e 352.0982
s 352. 1196
s 352.0153
351.9941
s 351.9798
352.1469

e 353.0520
353.0415
353.0751
e 3530934
s 3531207
s 352.9860
353.0115

s 3540309
354.0664
354.0800
—— 353.9671
e 3540446
s 3541052
353.9919
s 3541401

Final fit

Ci3Hy Oy Ny
s (15 Hy 011 N7
unknown
C(;H:; 03 Ny Ff_
C11Hy2 010Ny
s (1 Hg O 13N

C12Hy507,
s (13 H19 O
C7Hy3045N7
C1Hp Oy
CisHyO7 |
C;H;046N; |\

CpHi3O; Ny
CiH,0pNy
s C 15 Hyy Oy NT
CgHgOq3Ny
Ci3H»n Oy Ny
CipHypO13Ny
s C4Hg OyNy

C13Hy OggNy
Ci5Hy5 OyNT
CisHi7 Oy
CyH; 04Ny
C12H 019Ny
CyHyOy3N5
CisHy 07

CioHp O3 Ny
CiH;s0p Ny
CipH;s0 N3 ]
— 1 KTIOWTL
CipHy O Ny
CuH 0Ny
s CyHg Oy NY
Ci3Hy O Ny

Manual fit

Cy3Hy Oy N |

CpHi3O; Ny
CiH,0pNy
s C1pHp3 O Ny

Ci3H»n Oy Ny

CioHp O3 Ny
CiH;s0p Ny
CiyHs 0 Ny 1
C(;H1 OﬁN1F9_

CuH 0Ny
CipHy O Ny
s C13Hpp Oy Ny

Ci3Hy O Ny b

/N

m/z 350

myz 352

m/7 354

|

d
S




Free fit

s 355.0659
355.0603
355.1024

s 355.0312
s 3551252

Final fit

s G4 Hy5 Og NG
s C14 Hyy OF

CiyH;;0,Ny

C12Hy Oy Ny

e 3560474
356.0688
356.0959
. 3559804

e C11 Hyg O NT

CiHy O Ny

+
+*
L]
-

e 357.0561
357.0440
357.0818
e 357.0056
s 357. 1095

9
E 3

Ci1Hy;; 03Ny
CyH,;30,3N;
CipH;; 01Ny
CngomNg_
C12Hy O,

e 358.0642
357.9785
358.0555

s 358.0263
s 358.1077

Manual fit

e C11 Hy7 O NT
s C 11 Hy5 O
CyHy; Oy

CiyH;;0,Ny

CHy 03Ny 1’].'1/2 356
e (13 Hog O3 NT

1
A

9
4

CiH;; 013Ny m/Z 357

CyH,303N5
CiH; 012Ny
CngomNg_

Ci1oHy;s 03Ny
CsH,O;N,Fy,
CoH,,0:,Ny
C1oHz 011Ny

s 350.0674
359.0572
359.0350
. 358, 9817
s 3500235
s 359.0093
359.1281

e C i Ho Of

CyH,;;0,3N;
CyH,30.4N7
CsH;, 014Ny
CnHypOpy
CisHypOp
C;H;O;N;

| | |
CmHmOle_ m/15 358

CH,O3N, Fy
CoH,,0:,Ny
C1oHy O Ny

s C 19 Hig 012Ny

CyH;503N5
CyH, 30Ny

CsH, 04Ny
C;H;O;N;

m/z 359




e 360.0429
360.0678
360.0215
s 36.0.0063
s 35,9836
s 360936

e 361.0441
361.0328
361.0705
e 361.0068

s 36 1.084.3
361.1138

e 36.2.0364
362.0211 |,
362.1095
e 36.2.0546

s 36 1.9969
362.1464
. 36, 1.9 797

e 362.9681
362.9756
363.0573
. 36.3.0152
e 363.0331
s 36.3.0025
363.1136
s 36,3, 1426

J |

|
s 3640887
364.1250
363.9738
s 36400558
s 3640328

s 3640065
364.1641

s 3609909

Final fit

CyH,014NT
CTHmOMN; h
CsH;O5N7
CypHgO1 Ny
CsHO ;N
CyH;5015 Ny
s G2 Hyy Oy Ny
Ci5Hypn Oy Ny

£

s (C14 Hy 7 O
CyH ;04N
CquOﬁ
C1H;03N7
CisHxn Og
e G Hos O

CsH;3014N5

n

e

%

CsH 205N
CisH12 Oy Ny

s C15Hpy Og Ny
C1HgOy3Ny

L1 1ok |
CyHy Oy Ny

C;H;014Ny

Ci3Hy501 Ny
C;HO Ny

n

Manual fit

CyH,014NT

CsH;O5N7
CsHO ;N
CypHigO13NT
Cy3Hy, O Ny

C;H;,O14N3 |

m/z 360

CsH;3014N5
C7HyOy5N5
CyH;7;043N5

CyH;;014N7

C;H;014Ny
CsH 505N
CyH;5014 N7

CeHsOy5N5

CTOQFE‘
s (13 Hi5 O,
s (12 Hiyy O
CHyy Oy
C7HyOy6Ny

Ci3Hy0q,

CeHypO15 Ny
CypHgO1 Ny

s G5 Hog Oy NT

Ci3HisO; Ny
CuHx» 0Ny
s G143 Hyp Oy Ny

CipH 1,0 Ny

CyHy Oy Ny

Ci3HisO; Ny
CuHx» 0Ny
s G5 Hg O Ny

CipH 1,0 Ny
C11HypOy3Ny
CipHypO12Ny

/7 364




s 36.5.0705
365.0810
365.0360
e 36.5.1280
s 3651011
s 3650049
364.9821
s 36,5, 1589

s 36,6 1048
366.0677
366.0817
e 36360341
s 36,6 1396
s 365.9914
365.9720

s 36.7.0869
367.0481
367.0623
e 367.0211
s 367, 1065
s 366.9883
367.1365
e 367, 1736

‘ ¥

s 36.8.0866
368.0795
368.0555
s 3680446
s 36.8.1207
s 3679837
368.0139
s 36.8. 1560

e 36,0452
369.0692
369.0883
e 3690321

s 369.1205
368.9937

s 36,0, 1545

Final fit
| |

Cy3Hy7 07,
C12Hy307,
C12Hy7011N5
CsHyOy6N5
Ci7HyyOsNy
C15Ha07,

Ci3Hy 01Ny
C12Hy5000N7
C5HgOy6Ny

C1sHi50yNT
C13Hp 01Ny
C11HypOy3Ny
unknown

C12Hy507,

CisHy 05,
CypHy 013Ny
CuHp O
CyH;O14N5
Ci7Hy OgNy
C13Hy Oy Ny
C10H701_5

CisHy7 Oy Ny

CipHi3Op Ny
CiH, 03Ny
Ci3H»n O Ny
Ci5Hy3 010Ny
CsHO Ny
— | 111 K TIOW T
s C1pHyp O14NT
— 1111 KIOW L

| Fid

Ci;Hyi305,

Ci3Hy O Ny
CisHy 05
CisHipyOy Ny
CmHgOﬁ-,
C15Hz OsNy

Ci5Hi5010NT i

Manual fit
m/z 365

A

m/z 367

m/z 368

CipHi3Op Ny
CiH, 03Ny
s C 1 H1 012Ny
Ci3H»n O Ny
CsH;O Ny |
CyHy 03Ny |




Free fit
]

s 370.0757
370.0626
370.0258
e 3700437
e 3701008
s 3609745
369.9866
e 3701281 [
370.1547

e 371.0547
371.0619
371.0256
e 3710963
e 370.9778
s 371.1241
371.1672

e 372.0424

372.0828

|
e 373.0419
373.0518
373.0780
e 373.1096
s 372.9976
s 37 3. 1468

Final fit

Ci5Hi6 019Ny
CunOle_ ¥
CiyHp Oy Ny
Clx;HuOuNl_ f
— 1111 KIOW L
s |11 KNIOW T

e CoHg Oy5Ny

CiHi; 013Ny
e C15Hi5 073
s C14 Hy3 Oy N
CuHp O,
CisHi9 Oy
CsH, O, Fy,

e CyHp Og Ny

CiHy Oy Ny

= CypHis 01Ny

| I

|
e 374.0593

374.0215
374.0504
— 374.0991
e 374.1239
s 37 3.9757

Ci3Hy300, N5
s C14 Hy3 07
CoH,30:,N;
Ci;Hyy O |
CiHzn Oy
CsHyOy5N5
e 17 Hys Oy

CiHigOuNy
CoH,,0:;Ny
CoHi5013Ny
Ci5HapOyoNT

Manual fit

CioHi5012Ny
CiHp Oy Ny
s C 1o Hyy O13N5
CiuH 03Ny |
Cy2Hy 042Ny
C3Hy, Oy Ny

e G Hy5 01

A

CioH, Oy Ny m
s G 13 H O N7

A

CoH,30,,N;

s G Hy7 O13Ny

|
CiHyOuNy I].'l/
CoH,,0:;Ny
s C 13 Hoy O12NT

|
CleﬁOmN;; l'Il/Z 371

CroHp; 0N, m/z 373

z 370

z 372

z 374




s 37 5.0616
375.0258
375.0496
e 375.0141
s 3750939
s 3749930
375.1259

s 37 5. 1566

e 3760631
376.0412
376.0258
s 3759694
e 3761248
s 376.0053
376.0908
s 3761619

‘

s 3770724
377.0317
377.0509
s 377.1071
s 3770005

s 3771301

A
s 3779825
378.1044
378.1404
s 3779911
s 3780717
s 378.0249
378.0465
. 378.1726

J

s 379.0869
379.0552
379.1064
e 379.0122
s 378, 9870
s 3790402

s 379, 1515

379.1333 |

Final fit

CyH;;014N5
CyH ;305N
CsH;105N5
CisHyy Oy
CgHyOy6Ny
C15Ha3 Oy Ny

CyHy4OpNy |
C(;H105N1F1_1
Ci;Hp Oy Ny
C;H;,O;;N3 | &
CuH 30 Ny
Ci7Hy, Oy Ny
s C1pHgO13 Ny
C1sHa Oy Ny

CuHy;0p,
CgHy3045N5
s C 15 Hy O
CyHy5045N7 |
CquO;;
C1sHa 07,
unknown

— 1T KIIOW L
CuHy O Ny
Ci;Ho Oy Ny
C;HzO Ny

C7H;,045N5

Ci3HisOp Ny
CyH;045N7
C1sHas Oy Ny

L

CuHyOg,
s (13 H15, Oy
C7Hy1044N5 ;
— 1 KTIOWTL
C15Hg301_1 |
CypH;04 N5

Manual fit

s C1g Hyg O13N5
CyH ;305N

CyH;;014N5
CsH;105N5

—— (37116()17DJ;
s C12Hy O Ny

CyH 405N
C;H;,O;Ny
Ci;Hp Oy Ny
CeHgOy6Ny

CuH 30 Ny

Ty,

Cng 07 Ny Fg
CgHy, 014Ny

m/z 375

n/z 376

—

el ||

C;HzO Ny
CuHy O Ny
Ci;Ho Oy Ny
Ci3HisOp Ny
C12Hy2 013Ny
C1sHi505Ny
CgHy04N7

m/z 379

n/z 378

[




Free fit

e 3801199
380.0836
380.0479
e 3801584
. 37,9829
s 38().0105
380.1840

Final fit

CuH» O Ny
Ci3HisOp Ny
s G143 Hog Oy Ny

CpH,O3Ny
CyHgOy4Ny

s 381.0656
381.1249
381.0796
e 381.0326
s 381.1138
s 3809808

e 381.0050

CisHi5 010Ny
C12Hy307,

Ci5Hy3000N5
Ci7Hyy Oy Ny
CypH;O045N7
C13Hy; 010Ny

381.1591 | 4

s 382.1000
382.0631
382.1297
e 382.0798
s 3820299
s 381.9750
382.1613
e 381.9991

Ci3HyOp Ny
CipHsO3Ny
s G143 Hpy O NT

CiH;s0p Ny

s |11 KNIOW T
s CHg Oy Ny

— ]_]_nknown

e 383.0834
383.0465
383.0621
e 383, 1027
e 383.1334
s 383.1708
383.0164

Ci3HyyOpy
C12Hy507,
C11Hy5003N5
Ci7Hyy Oy,

CypyHy»Of

C1yHyO 1Ny
Ci3Hy3011N5
CyH;O45N5

e 3840801
384.0444
384.0673
s 3841152
s 3840088
s 3841400
383.9833
s 3841680

CiiH; O Ny |

CpHisO3Ny
CiH,,OuNy
CioH1, 03Ny
CizH»nOpNy
CioHyO; Ny
Cm Hao 03 Ne‘_

s CgHg Oy Ny

Manual fit

CuH» O Ny
Ci3HisOp Ny
CpH,O3Ny

m/z 380

Ci3HyOp Ny
CipHsO3Ny
CiH;s0p Ny
CiHpOyNy
Cm Hay 03 Ne‘_
C13 Hay 03 N1_

CpHisO3Ny
CiH,,OuNy
CioH1, 03Ny
CizH»nOpNy
CioHyO; Ny
CyH; O 14Ny

s G143 Hyy Oy Ny

z 382

m/z 384




385.0825
385.1497
e 385.0611
e 3850162
s 385.1163
384.9903

s 3860582
386.0716
386.0344
e 386.0210 |
s 3860963 |
s 385.9738
386.1544
. 3861297

e 387.0561
387.0504
387.0176

e 387.0956
s 3871248

| |
e 388.0361

388.0524
388.0677
. 388,886
s 387.9930
s 388.1233
387.9767
. 388.1608

e 380.0439

389.0565

Final fit

CioHi304N;
CisHy; 0y
s (13 Hy3 011 N3
C11Hy7 093N
CyHy 07,
Ci3HyO 12Ny
s C1gHyp OggNT
C15Hz Oy Ny
— CmHggOs_

' 11
CiyHisO3N; 1
CiH;sOyNy
CyH5014Ny
CioHp 05Ny
CioHyOp3Ny
s |11 KNIOW T
s C15Hap OggNT
C12Hp 01Ny

CioH; Oy N;

s (11 Hy7 Q14 N7
CyH;1045N5
CisHyy Oy

C1Hz 01Ny

| 1
CioH1, 05Ny
CiHsOyNy
s (13 Hy Q1o N7
Ci5HigO Ny
— 1L KIIOW L
CisHp 01Ny
s C7Hg OyNy
Ci7Hy 09Ny

.“-‘

| |
Ci3Hy3000N5
CiHy30q,
Ci;Hi7 07,
CisHs O
Ci7H0q,
CgHyOy6N5

Manual fit

&
CioHi304N;
CisHy; 0y
s C1 Hy7 OF
CyHy 07,

n/z 385

—

CiyHisO3 Ny §
CiH;sOyNy
CyH5014Ny
CioHp 05Ny
CioHyOp3Ny
Ci3Hp 010Ny

CioH; Oy N;

CioH1, 05Ny
CiHsOyNy

s G 1 Hpp Oy3NT §
Ci3Hy010NT

CipHy5015N7
s C19 Hy7 O14N5
CyH,3045N5

™

m/z 387

/z 386

z 388




e 390.0166
390.0565
390.0468
e 3001061
s 39001406
s 3809853
390.0880
s 3901765

s 391.0584
391.0473
391.0207
s 391.0896
e 391.0068
s 30(). 9882
391.1181
e 391.1388

[
s 3021186
392.0554
392.1268
— 392.0323
s 3920829
s 392.1579
392.0145
s 391.9937
391.9641
392.1920

e 303.0631
393.0731
393.1042
——393.1244
s 393.0309
s 30.3.1587
393.0122
e 392.9852

Final fit

[
CioHs 05Ny
CyH,06N7
CyH 014Ny
Ci;Hy O Ny
CisHo O Ny
CTH:; Or, Ny F1_1
s 17 Hag Oy NT

Manual fit

CioHs 05Ny
CyH,06N7
CyH 014Ny
Ci;Hy O Ny
CgHy2045N5
CisHo O Ny

s C7Hg OyNy

I .1

CyH;5045N5

CisHyyOp,
C1H;04N;
CisHy3 0,
Ci3Hy5000N5

Ci7Hy Oy,

391.1650

JTIRX]

[
|
-

CgHy1046N;

Ci;Hp O Ny
CisHo Oy Ny
CuH 30Ny
CyH,06N7
Ci3H,O3Ny
C;H;,OsNy
C(;H1 Oﬁ Ny F1_1
CypHgO1 Ny

s G 17 Hygy Oy NT

[

Ci;Hp O Ny
CuH 30Ny
CisHo Oy Ny
CyH,06N7

C;H;,OsNy

Ci3H,O3Ny
s G Hyg Oy N7

CiHy; 0y
s C 15, Hy O7
CgHy3044N5
C1sHay 05,
C7HyOy7N5
Ci7Hyi305,

CeH;O045N5

392.9536

_

| |
s 394.0966

394.1026
394.1362
. 3940626
s 3041731
s 303.9018
394.0248

e i

CuHyOp Ny
Ci;Hy O Ny
s G165 Hpg O1gNT
CgHy015N5
C1HgOy5 Ny
C7H;3044N5

CuHyOp Ny
Ci;Hy O Ny




Free fit Final fit Manual fit

L L1
————395.1029 CriHn O, m/z 395
395.0822 CeH,0,F,
394.9765 s C 13 Hy5 07
e 395.1389 Cy5Hy 05,
s 305.0495 CpHy, Of;
s 39500154 C13Hg303N2—
395.1757 T

|
—— 396.1163 CLH,O,N, : CLH,O,N, m/z 396
396.0785 C13H13013N1_ I ClRHlSOlRN‘l_
396.0426 C,Hy Oy Ny I : C,Hy O Ny
s 35 6.1 053 C15Hgﬁ011N1_ |
e 396.1504 CyH Oy N3 :
e 3959779 s L KNIOW L |
395.9990 CﬁH‘an‘lfN; :
!
|
|

| | [ | | [ L
e 3070699 CmHmOuNl_ C13H1701_4 A m/z 397
397.1176 C15H13O11N2_ CsH15017N1_
397.0553 C17H19010N1_ — C12H17013N5
30 7. (1889 C15H11 012N1_ C14Hg1 01_1
s 3070318 CmHg:;OgN;
s 307.1491 C15H29010N2_
396.9920 § CmHgOmNg_

s 397, 1830

e 308.0957 C3Hy O N, C3Hy O N, m/z 398
398.0580 Cl‘EHlﬁOMN‘l— CIQH‘IGOMN‘I_
398.0837 s C 13 Hpy O15NT s G165 Hop Oy Ny
—308.132(0) Cu H16013N3_ CmHmOuNT
s 3979756 C;H;OsNy C;H;OsNy
s 398.(0222 Cu H12015N1_ C10H12014N3_
398.1671 unknown
Ci5Hps 01 NT

| L |

s 39,0766 CisHyi7 0Ny |

399.0973 CypHyONy §

398.9940 Ci2Hy7 04Ny
— 399.0540 CHys 05,
s 309, 1301 CisHy0q,
s 3090298 CyHyO 3Ny

399.1664 |4 CypHy» Oy




s 4()().0 744
400.0531
400.0406
s 4()(). 1077
s 4()().0110
s 4()().1293

e 309.9871
400.1883

e 401.0322
401.0759 §

s 4()1.00884
s 4()1.1139
e 4()1.1450)
400.9989

s 4(02.0273
402.0648
402.0489
s 4()2.(890
s 4()2.1408
e 4()2.1117
402.1782
e 4()1.9938

s 4()3.0518
403.0432
403.0904
s 4()3.0158
s 4()2.9908
s 4():3.125()
403.1562

404.0498
404.1199
s 4()4.1 564
s 4()4.0 704
s 4()4.0975
403.9641
s 4()4.1958
403.9949

Final fit

400.1580 p|

C1oHysO01y Ny

CiuH, 05Ny
Ci3HpOpNy
CyH,o05Ny
Ci5Has Oy Ny

s C1Hpp Og Ny

— [U]klujvvn

CipH1, O Ny |

[ L] |

401.0501

CipH;30,;N;
Ci;Hi; O Ny
e C14 Hy3 010Ny
CisHi7 O,
Ci7Hx Op
C1sHy; Oy
CyHyO16N3

CigHay Oy

CyH;,0;N7
CiH; 0Ny
e C15Hy5 012Ny
Ci7Hy, Oy Ny
Ci11HyyOy3Ny
CisHas OgNy
e C3Hy Oy Ny

CipHi; 015Ny
e C11 Hy7 Oy NT
s CiaHyy O14Ny
CoH11 046Ny
CyHyOy7NT
Ci7HpOp
e Ci5Hor Oy

LX)

e 404.0317 [}

CiHy O Ny
C1sHy O Ny
C17Hy 0Ny
CiH;30NY
CyH,,0;Ny
C1aHis 0Ny

s C7Hg Oy 7Ny
Ci5Hg OgNy

[,

[
-
-

K

Manual fit

| {1 ok
C12H13014N1_ m/Z 4:00
CiyH1, 01Ny |
Ci3Hy O Ny
CuH, O Ny
CyH,(O; Ny

F3
C10H13015N2_ m/Z 4:0]_
Ci;Hy; O Ny

[ 1
CyH;2,04;Ny ]].'l/Z 402
e C1 Hig O14 Ny
CiuHy O Ny
CiaHyOy4NT
C17Hy Oy Ny

|
CHy;04;N5 m/Z 403

CmHMOﬁEI m/z 404
C1sHy O Ny
C17Hy 04Ny
CuH;sO; Ny
CyH 1, 05N7
Ci5Hig 01Ny
CsH10016 N5




Free fit

| |
s 4()5.035(0)
405.0551
405.0686
s 4()5.(228
s 4()5. 1268
s 4()5.1587
405.1040
s 4()4.9868
405.1860

||
e 4060438
406.0989
406.0596

406.1728 7
e 405.9806

s 4()7.(022
407.0502
407.0815
s 4()7. 1064
e 4()7.1370)
s 4070208
407.1731

|
e 407.9756

408.1150
408.1544
s 4()8.0110)
s 4()8.()784
s 4()8.(0443

s 4()9.1195
408.9790
409.1003
—— 4()9.0581
e 4()9.0747
s 4(19.0143
409.1569

e 4()6.1324 |

Final fit

| [Fatzo
CyH,;3;0,4N;
s (15 Hi7 O
s C11 Hiy7 O
CiHy O3
C17Hy 03
CngOﬁNg_
— C13H2901_0

Manual fit

CypHy7 045N
CyH 306N
CisH2 03,

CipHy5016NT

CisH12010Ny

Ci7Hp2 01Ny

CTH:; Oﬁ Ny F1_1

| 1 M|

C13Hy O NT
CisHo O Ny

CyH;04;N7 |
C17Hy Oy NY

C1Hi 016Ny 1

C13Hy O NT
CisHo O Ny
C1yHig 03Ny
C17Hy Oy N §
CyH;,0;N7
CsH12045N;
C-Hg Oy Ny

CsH;10;N5
s (19 Hy O15 NY
C;;Hyy Oy
Ci5Ha Op

e Gy Hyg 012Ny

CsH;10;N5
CgH1101_8
C;;Hyy Oy
Ci5Hp3011N;
CypHy7 016Ny
CiHy; 07,

CypHy;01;

L J

s G HgO15 Ny,

C15Hyg 011Ny

s | |

C.H,O.N,F,,
Ci;HpnOpNy

CiHy O NT
CuH;sOpNy

C-H,0N.F, m/z 408

Ci;HpnOpNy
CiHy O NT
CsHy0O01s Ny
CuH;sOpNy
Ci3Hy, 04Ny

CisHy Oy
s C 14 Hy7 O
s C16 Hos O,

m/z 405

n/z 406




s 41().0917
410.0987
410.1312
s 41().0575
s 4()9.9854
s 41 (). 1682
410.0082

s 411.1010)
411.0884
411.1337
s 41110688
e 41().9915
s 41100431
411.1685
s 411.0115
410.8124

41 2.1 098
412.0739
412.1500

e 41200360
s 411.9813
e 4121752

s 4131147
413.0576
413.1058
s 4130756
s 413.1523
s 41.3.0400
413.1823
s 41 3.0089
412.9749

s 4141940
414.0844
414.0532
s 4141198
s 4141768
e 414152
414.1431
s 4142129
413.9800

Final fi

L |
CuHyOpNy
Ci;Hy O Ny
Ci3HisOy Ny
CypHgO15 Ny
Ci3Hy 012Ny
CisHas 01Ny
s G Hg Oy NT

&

Cy7Hy7 014Ny
Ci7Hyy 01Ny
C1HyOyNT
CyHy7047N7
Ci1sHy Oy Ny
Ci5Hy1 012Ny

[ |
CuH»nOpNy
Ci3HisOyy Ny
Ci;Hy O Ny
C13 Hag 03 Ne‘_
C12Hy,Oy5NT
s G Hig O Ny
CeHypO15Ny

| [
CisHy5010N7
Ci5Hy3000N5
Ci7Hyy Oy Ny
C17Hp 019Ny
CyHyO 3Ny
Ci5Hyr OpaNT |
CsOgFﬂ-j

Ci3Hy Oy Ny
CipHsO; Ny
CiyHyOgNT
CuHy O3 Ny
CiH 0Ny
C1gHp 01Ny
an Hso 03 N1_
CypHgO7 Ny

Manual fit

CuHyOpNy
Ci;Hy O Ny
Ci3HisOy Ny

CuH»nOpNy
Ci3HisOyy Ny
Ci;Hy O Ny

Ci3Hy Oy Ny
CipHsO; Ny
CiyHyOgNT
CuHy O3 Ny
C11Hy2 046Ny |

m/z 412

m/z 413

m/z 414




s 41 5.0926
415.0722
415.0532
s 415.1233
s 41 5.1 587
s 415.0268 |4
415.1819
s 4149963

s 4160710
416.0626
416.1559
s 41 6.0 361
s 416.1935
s 41 6.1128
415.9794

s 4170724
417.0243
417.0491
s 4171622
s 417.1070
s 4171391
417.1956
s 41 69864

s 418.1720)
418.0491
418.0655
s 18,1355
s 41 8.00942
s 418,190
418.2191

Final fit

CiHi50;
CiyHy; 07,
C1yHy; O3Ny
C13Hp 013Ny
CnHy; O,

CiHy7 042Ny [l

i 1l K

CiHisOuNy
CioHyp 043Ny

C1Hi3046Ny
C1oHyg 045Ny
C1gHi3019Ny
CnHy3Op;
C1sHy; O3
Ci7Hy O,
CiyHyOp,

C12H305 Ny
C1sHy 0Ny
CipH14 O Ny
CioHy 0Ny |

CiuHy O Ny

s 4190409

419.1752
419.0513
s 41900849
s 419.1416
s 4191166
419.0011
s 4192212

— 417.9815

C1sHy Oy Ny
e C15 H6 O13NT
CiH;0NY
CiyHy O NY
Ci11HyOy4Ny
CyH12046Ny
s C1gHgp Og Ny
C13HgO5 Ny

| &Kl

Ci1Hy;; 06Ny
e C11 Hy7 Oy NT
e C 19 Hay Oy NT
Ci7HpOp,
CoH11017 Ny
CisHy Oy

Manual fit

[l W
CLH, 05N, m/z416
C1sHy 0Ny
CiH 0Ny
C19yHy OgNy
Ci3Hy O14NT
C1H, 0Ny

[ 1]
CmHggOle_ | m/Z 4:]_8
e C1 Hig O15 Ny
CiyHy O NY
CyyHys O14NT
C1H;06NT
Cy3Hyy O14NT

'S
CmHmOmN{I m/Z 4:]_9

4

9
4

"
+
LA tay




Free fit

s 42().0267
420.1480
42().1556
s 42().0471
s 42/().1136
e 42().0740
42().1854
s 419.9762
420.2172

"

s 4211546
421.0257 |
421.0428
s 421643
s 421.1005
e 4211264
421.1885 |
s 42(). 9829

s 422 (1932
422.1319
422.1662
s 422.1073
s 422.()512
e 422 (286
421.9890
s 422 2037 ;

s 4230966
423.0755
422.9983
s 423,122
s 4231396
s 42.3.1702
423.0407
s 4229761

s 4241134
424.1059
424.1473
s 424 () 736
e 4241811
e 4239709

423.9990
s 4240367

Final fit

CiyHy O Ny
CiyH, Oy Ny
CisH»nOp Ny
CuH 0Ny
CioHi3O; Ny
C1gHy 010Ny

unknown

Ci;Hy7 O,
s G 16 Hy Oy
CyH,3047N5
Ci7Hy07,
CisHy307,
CgHyO45N5

Ci;HyOp3Ny
CisHo O Ny

CisH12011 Ny
C13Hy 012Ny
s (15 Hg Q15N

CirHy O Ny L4

CgHy,047Ny
CisHz 010Ny

Ci3Hyy Oy
CipHz O1gNT
CgHy1045N;
C12HyO Ny
Ci7Hy 07,
CuHy; 055
unknown

Ci;HpnOpNy
CisHy O Ny
CuH 3Oy Ny
Cyi7Hy 01Ny
C:H, O N, F1_2
C7Hy 015Ny

CgHy,047 Ny

Manual fit

CiyHy O Ny
CiyH, Oy Ny
CisH»nOp Ny
CioHi3O; Ny
CuH 0Ny
C11HygOy6NT

LI %

Ci;HyOp3Ny
CisHo O Ny
CiyHy O Ny
CyH;046N5
Ci3Hp2O15NT
CypHys00:NT
s G135 Hyg 013Ny

i&”

m/z 423

Ci;HpnOpNy
CisHy O Ny
CuH 3Oy Ny




s 4251145
425.0975
425.0544
s 4251482
e 425.(0721
e 424 9872
425.0043
s 425.1775

Final fit

CigHyyOy Ny
Ci7Hy5000N7
CisHa 01,
C1HyOyN3y
Ci3Hy5005N7
C12H901_7

s 4259666
426.0892
426.1321
e 426.()222

C-H,0O;N,F,
CuHy Oy Ny
s (19 Hyp Oy NT
C13Hy 010Ny

s 4269692
427.0935
427.0767
s 4271288
s 427 (1449
s 4271148
427.1640

Ci7Hy7000N7
CigHy Oy Ny
Ci7Hy507,
CiyHyr Oy Ny

s 4281060
428.0682
428.0928
s 427.9699
s 4281439
s 4279827
428.0286
s 428.1670)

CuH»n Oy Ny
Ci3HisO; Ny
s C 17 Hpp Oy Ny
C13Hy010Ny
— 1L KIIOW L

428.1917
| |

s 4290708
429.1104
429.0961
s 4201483
s 4201459
e 428 9777
429.1779
e 4290107

Ci5Hy3003N5
Ci7HyyOpaN7
Ci5Hpr 013Ny
Ci5Hy 07,

C15H901_5

CioHy7045N5 |13

T

I-..,'...

I
“.II"

Manual fit

|
C;H,O;N,F,, m/gz 4:26
CuHy Oy Ny
s (15 Hoy O3 NY
Ci3Hy5005N7
m/z 427
B
|
CuH,,0,N; m/Z 4:28

Ci3HisO; Ny




e 4301721
430.0839
430.0484
e 4300.1356
e 4301128 | £
s 43().2158 [}
430.0158
e 4209810

L

s 4311751
431.0865
431.0557
e 431.0375 [
s 431.1479
s 431.1202
430.9984
s 431.2160

e 432.0636

432.1512
432.1878
e 4.32.1092
s 43201334
s 432 2238

o}
s 4330693
433.1559
433.0584
s 4331917
s 4331405
s 433.1079
433.0253
s 4332282
433.0003

s 4341 681
434.1300
434.0677
s 4.34.1570)
s 4340500
s 4340905
434.2068

Final fit

CiyHo Oy Ny
Ci3Hy O Ny
CipHis0O Ny
CisHo, O Ny
C13Hp O4Ny
CiyHyzOsNy
s CyHg Oy 7Ny

C11Hy5 046N
CisHy7 013Ny
CiyH; O

CoyHiypy Oy Ny
Cy;H1 O

| & |

CipHi3O Ny
CisHy O Ny
CiyHy 0Ny
C12Hp 014Ny
an HMO{]N-I_
CioH1, 0Ny

Ci5Hy7 013N
CisHy301 N5
CypHy300:N5
CisHy07,

Ci3Hy3015N7
CmHggO;l

CypHy O1sNT

434.2361 [y
%, 3
433.9852 [\ '

el 4

CisHoy O Ny
CiyHo O Ny
CioHisO Ny
C11Hy 015Ny
CiyHyz 010Ny
C13HppOy5NT
unknown

Ci3HgONT

Manual fit

CiyHo Oy Ny
Ci3Hy O Ny
CipHis0O Ny
CisHo, O Ny

m/z 430

Ll & |

CipHi3O Ny
CisHy O Ny
CiyHy 0Ny
Ci3HpOy5NT
C1Hy, 0Ny
CioH1, 0Ny

m/z 432

CisHoy O Ny
CiyHo O Ny
CioHisO Ny
CisHypO13NT

CyH;,047Ny




Free fit

s 4.35.1 698
435.0346
435.0468
s 4351374
—— 435.1144
s 4350787
435.2101
—434.9939

s 4361496
436.1424
436.1096
s 4361838
s 136.0413
s 436.0711
435.9721
s 43601154
436.2172

s 437.1 508
437.1102
437.1339
s 4370518
s 4371864
s 437.(0820)
437.0207
s 4369882
437.2176

s 438.1239
438.1623
438.0892
s 438, 1386
s 4379862
s 4380527
438.2036
s 438,218
437.9615

s 4300673
439.1308
439.0826
— 430.1649
— 430.1123
s 4390266
438.9804

4

DA,

Final fit

| K |

s C 17 Hg Oy
s C15Ha O7
CisHyp Oy,
Ci3HyO Ny
C1yHy Oy Ny

CioH;0;; Ny

s 1111 K TLOW 1L
unknown

CiyHy O Ny
CisHnOp3Ny
s C 15 Hygy O N7
CipHisO16Ny
CypHy, 015Ny

Ci7Hy01,
s C 1 Hy O74
s C 15 Hy7 O
CyH, 305N
C13H901_7
CiyHy05

C11HgONy
C7HgOyyNy

CisHo O3 Ny
CiyHy O Ny
Ci;Hy Oy Ny

CisH12010Ny
s C17Hgp O Ny

C1H;047N5

CisHy7 010Ny
C17Hy5000N5
CipHy Oy Ny
C1Has 013Ny
C12Hy  Og6Ny
C17Hyy 01Ny

Manual fit

&
CyyH; O N, |

*
ans®?

m/z 435

CiyHy O Ny
CisHnOp3Ny
s C 13 Ho Oy N7

CisHo O3 Ny
CiyHy O Ny

CiaHay Oy6NT

Ci;Hy Oy INy | §




s 44().1024
440.1108
440.1425
s 44(). (686
e 44().1779
s 439.9830)
439.9635
e 44().0239

Final fit

Ci;HpOyyNy
CiHy O3 NT
CuH ;30 Ny
CiyHy 0Ny

C17Hy 010Ny
s C 1 Hg Q17 N5
s G Hyp Oz NT

CisHn Of;
CyyHxn 07,
Ci7Hy5003N7
CnHyO4z Ny
Cgngr,O;l
C12H901_8
Ci3Hy301;

e 4420819
442.1216
442.0891
s 44.2.1630)
s 4419727

*

C1Hy O NT
Ci;Hy Oy Ny
s G 13 Hop O 4 N3
C13Hy 013Ny
C15Has 010Ny
C;H, Oﬁ N, Fﬁ

s 44.3.(835
443.1246
443.0930
s 44.3.(1494
s 4431637
s 443,232
4429811

C13Hig 045Ny
C13Hy014N5
Ci3Hy7 046Ny
CsHy;049N;
Cgngfo;l

C1iHyOs Ny

s 4440965
444.0635
444.1068
s 4441469
s 44.4.1 869
s 4439846
444.0211

CuH»n O Ny
C13Hi306Ny
CioHy O NT
CopHz 0Ny
CisHy 01Ny

CsH10020 Ny

Ci;HpOyyNy
CiHy O3 NT
CuH ;30 Ny

C1Hy O NT
Ci;Hy Oy Ny

CuH»n O Ny
C13Hi306Ny
CioHy O NT
CopHz Oy Ny

m/z 442

m/z 443




s 44.5.1027
445.0696
445.0518
— 4449737
s 445.1899

446.0801
446.2076
s 44600431
s 446.2375

s 4471722
447.1659
4472128
e 4470809
s 447 (1419
e 4471159
447.2423
s 4470173

s 4481458
448.1831
448.1672
s 4481587
4482214
s 448251
448.1001
s 4482487
447.9817

s 44.9.1490)
449.1879
449.1743
s 149,602
s 48,9912
s 4491246
449.0924
s 414.9.(1299

449.2292 4

Final fit

Cg H, Og F1_ﬁ
CisHy5 014Ny
CHyn O
CiyHy 07,
C1Hyz 013Ny

C1Hyi3ON;

CiyHx O Ny
CyHy 0Ny
Ci3Hy O Ny
— 11 KIIOW L

CipHsO;; Ny

|
Ci1gHy1 012Ny
CopHys Oy Ny
CyHy07,
C13Hy; O15N7

CisHy O Ny
CiyH3 0 Ny
CpHisO;; Ny
— 1111 K IOW L
CiyHy Oy Ny
C11Hy,OgsNT
s G Hyg OggNy

— ]_]_nknown

CisHy 01,
CipHy OygNy
Ci2HyyOyzNT
C12Hy7 055
Ci7Hy O
Cm Hay 01_2
CipHy3049N5

Manual fit

1

CiyHx O Ny
CyHy 0Ny
CizHyO Ny | [
CipHsO;; Ny
CisHp O1oNT

_J

m/z 446

CisHy O Ny
CiyH3 0 Ny
CpHisO;; Ny
CopHy 019Ny
CypHy, 0Ny
Ci3HpOy6NT

L)

m/z 447

7 448

m/z 449




. 45().1651
450.1555
450.1251
e 45().1991
s 45().0509
s 455().0860)
450.0243
s 45().2322
449.9902

s 451.1655
451.1215
451.1397
s 451.1999
45 1.0338
s 151.0935
451.0613
s 45().9938
451.2282

s 452.1373
452.1457
452.1787
s 4521043
s 152.0632
s 152.2169
452.0240
— 4519844

s 4531466
453.1328
453.1071
e 453.1812
s 45300846
s 453.00511
452.9856
s 45301164
453.2162

s 454.1190)
454.1577
454.0842
e 154.1337
s 154.1957
s 4540490
453.9815

Final fit

CisHy OpNT
CiyHo O3 Ny
CiyH3 O Ny
CiH 0Ny
Ci11HyyOy6Ny
s 111K TIOW 1
e Cy Hyp OgNT

Ci7Hy0q,
CHy O
CipHy5 015N
Ci7Hy7 010Ny
CisHypO7;
C13 H9017 N; |
CipHy; 010Ny /

Ci1rHy O3 NT
CisHn Oy Ny
CisHy 0Ny
CipyHy 01Ny
CioHig0y7Ny
s 111K TIOW 1
e Cy Hyy Oy NT

Ci7Hy 07,
CipHypOpoNT
Ci3Hi7 O,
Ci3Hyy Oy
CyH;04F7,
CyHy3049N;

CisHo Oy Ny
Ci1rHy O3 Ny
C13Hy O NT
CisHz 010Ny
C1yHi 06Ny
s (1 Hg Q015N

Manual fi

CisHy OpNT
CiyHo O3 Ny
CiyH3 O Ny
Ci1Hy;5 0y Ny
C1Hy 014Ny

m/z 450

Ci1rHy O3 NT
CisHn Oy Ny
CisHy 0Ny
Ci3Ha 046N

CisHo Oy Ny
Ci1rHy O3 Ny
C13Hy O NT

m/z 452




s 455.1260)
455.1596
455.1105
s 45,5.00840)
e 455.0652
s 45 5.(0241
455.1942
e 454.988()

s 4560968
456.1034
456.1395
s 4560638
s 4561743
s 455.9 769

s 4571068
457.0941
456.9993
s 4570703
s 457.1411
s 457 (1494
457.1743

s 4581793
457.9723
458.1114
s 458.1269
s 458.1625
s 458,068
458.0490

s 459.(087()
459.0777
459.1199
s 458.9754
s 459.1520)

Final fit

| | |
CisHyyOgp
CisHy0p;
an Hay 01_2
CisHp7 013N
CyH;5015 N5
Cs Hyy Ogn Ng_

Ci;Hpn O Ny
CisHy Oy Ny
CuH 30Ny
Ci7Hy 013Ny
CsH:; Oﬁ Ny Fﬁ

I [
Ci2Hy OgsNT
CigHypyO13Ny
Ci5HyO45N;
C1gHy 012Ny
Ci7Hy5 014Ny
CisHy7 O,
CiHy 0Ny |2 F

CuyHy O Ny
C:H,O;N,F{,
Ci;Hy O Ny
C13Hy 014Ny
Ci3Hy 015Ny
C15Has 013Ny

| I
L

Ci3HypyO16Ny
C1Hz 013N5
Ci7Hy50;
Ci5Hyr 014N 8
C1Hp OpsNy |4

Manual fit

Ci;Hpn O Ny Il'l/Z 456
CisHy Oy Ny
CuH 30Ny

CuyHy O Ny
Ci;Hy O Ny
C:H,O;N,F{,




Free fit
L

——— 460.1829
460.0581
460.0968
e 460.0819
— 460.1369 | 4
e 460.1519
460.2340
— 459.9803
460.0128

s 41,1851
461.0626
461.0961
s 46,1.1576
s 4G1.1333
s 461.0412
460.9938 |
e 4G,1.2327

s 42,1592
462.1656
462.0741
s 4622007
s 462,390
s 462.1191 | 7}
462.2398 |

s 41,9853

——— 163.1677
463.1578
463.0814
e 463.2034
e 463.0716
e 463.1197
463.0404
e 46:3.2400
462.9627 |
462.9997 |/

s 4641396
464.1786
464.1501
s 44,2144
s 4640568
s 464.(0879
464.0351
s 46,3.9895
464.2554

Final fit

Ci5Hy015N7
s Gy Hyp O15Ny

CyHy 0 Ny
Ci3HisO;; Ny
CuH» O Ny
CiyHy 0Ny

CisHyz 014Ny
CipHy3010N5
CiyHy 01,

CyHy7011Ny
C1aHyO6 Ny

Ci3Hp 015Ny
s 1111 K TLOW 1L
unknown

CiyHx O Ny
Ci3Hy Oy Ny
CyHy 0Ny
CipHjsO 3Ny

CiyHy Oy

C13Hy 046Ny
C14Hy3 074

CoyHa; 019Ny
CopHy 01_2
CysHy1 O,
Cy0, F1_7

C17Hy010Ny
C12Hp 016Ny
CyH; Oy Ny
— 1T KIIOW L

CisHy O3 Ny
CiyHy 0Ny
CyH3, 0Ny
CipHisO 3Ny

CipH 1, 055Ny |

Manual fit

CyHy 0 Ny
Ci3HisO;; Ny
CuH» O Ny
CiyHy 0Ny

/7 460

CigHp 013Ny

CiyHx O Ny
Ci3Hy Oy Ny
CyHy 0Ny
CipHjsO 3Ny

/7 462

CisHy O3 Ny
CiyHy 0Ny
CyH3, 0Ny
CipHisO 3Ny
Ci7Hyp 04Ny

C13 Hao 01 CIE

CioH1, 03Ny

z 464




s 4651468
465.1816
465.1330
s 46.5.218()
e 46.5.0263
s 465.0598
465.0948
e 46,5.00059

s 4661600
466.1202
466.1494
s 4661946
e 4660815
s 45,9874
466.2328
e 4660409

s 4671597
466.9817
467.1152
s 4671346
s 46,7.1970)
s 4670837
467.0226
s 4670602
467.2360

—

s 46,8.1328
468.1402
468.1757
— 46.8.0985
s 4679829
s 46:8.2111
468.0620
e 46.8.(186

s 49,1418
469.1300
469.1784
s 469,754
e 469,989
s 4690419
468.9879
——4(0.2143

Final fi

C11Hy5 099Ny
CisHy 07,

CisHyr 013Ny
Ci3Hy3 00Ny
Ci2HyyOysNT
C1yHy OsNy

CisHo O3 Ny
CiyHy Oy Ny
CiyH3 0Ny
C17Hp010Ny
CisHz 01Ny
s (15 Hg Q17N

CisHy O NT
C1yHy 019Ny

CiH; 03Ny

— ]_]_nknown

Ci3HyO1sNT
CisHy O

CopHa O1aNT
Ci5HypyO15N;
CisHyyO13NT

Ci7Hy  O14Ny i
CisHiz 06Ny

s 111K TIOW 1

CsHmOgﬁ Ne‘_

CiyHy Oy Ny
CisHy 03Ny
CisH»n O Ny
C1sHa 013Ny
CipHy 010Ny

CopHa3 010Ny
CisHy7 013N
CipHyyO13Ny
CypHy7 019Ny
CigHy 013Ny
C12HyO 15Ny

Manual fit

m/z 465

CisHo O3 Ny
CiyHy Oy Ny
CiyH3 0Ny
CisHy O Ny

CiHy5045 Ny |

CiyHy Oy Ny
CisHy 03Ny
CisH»n O Ny

m/z 468




s 47().1141
s 47().1519
470.0791
s 47().1312
s 47(). 1860
s 169.9 789
470.2151
s 47().0397

s 471.1233
s 471.1543
471.1088
s 4710788
s 4710610
s 471.1905
470.9798
s 471.0210

s 472.00922
s 472.(988
472.1352
s 4720587
s 472.1713
s 471.9778

| |
e 473.0999

s 4730858
473.1383
s 473.0533
s 4731727
s 472.9924
473.2391 |

e 474.0731
e 4741113
474.0876
s 4741639
s 4741486
e 474.2020)
473.9763 |

Final fit

C1GH24 015N1_ a
CiHys O Ny |
C15Hy O Ny
CiiHgO 5Ny
CisHz 013Ny

CisHy7 014Ny
CipH Oy3Ny
CipHy3010N5
CisHi5 075 "
CisHz O,

C1aHyOg Ny

e

nu..'.
-

1..

*a

C;;Hyp» O NT
CisHy O NT
s G134 Hpp Oy N3

C15Hys 014Ny

CuH ;30 Ny
C1Hy 013Ny
C7HyiOxn Ny

|1

CigHig O14Ny
Ci3Hy7 02Ny '.
C12Hyj OgNy f§
C1sHy O
C1Hzg 014Ny
Ci7Hy5045N7
unknown

C1Hy Oy NT
C;Hy O NT
CyHys O Ny |
C13Hy Oy5Ny
Ci3HaOy6Ny
Cg()H:rngN:‘_
s G Hg O NT

Manual fit

C1Hy 01Ny fi
CizHx Oy Ny B

C13Hy O NT

C;;Hyp» O NT
CisHy O NT
CuH ;30 Ny

£

C1Hy Oy NT
Ci;Hy O INT |
CaHas O Ny |

m/z 472

m/z 473

m/z 474




475.1172

e 475.1449
e 475.1670)
s 1751934
475.0365
e 4749896
475.241

=

e 475.0760 |

475.1017 |

s 4761776
476.1406
476.0895
s 4760543
s 476.226()
s 47 5.9651
476.2534

s 4771826
477.1690
477.1413
s 477.0870)
s 4770527
s 4771038
477.2240
e 476.9671
477.0265
477.2552

s 4781557
478.1940
478.1698
s 478.0702
s 478.2393
s 478.1134
478.0482
s 4782643
478.0054
477.9681

s 479.1623
479.1969
479.1477
s 479.1052
s 4790704
e 4702484
479.0370
e 4789828

Final fit

anHngﬁ
CoyHy5010N5
Ci7Hg014NT
C15Ha 016Ny
CisHyOr;

C12Hy5045N5
C10H3O3F1_ﬁ

CyHy 0Ny
CiyHy O3 Ny
CuH» O Ny
Ci3HisOsNy
CoypHy 019Ny
Cs H, Or, Ny F;.-]
unknown

— 111 KTIOW L

Ci5HyyO15N;
C13Hy;046N5
CipHy3013N5
— 1111 K IOW 11

Ci7HyyOy5NT
unknown

CiyHy O3 Ny
CyHy 0Ny
s C 13 Hop Oy N7
CopHy 010Ny
C1gHy 010Ny
CigHp O14NT
s G5 Hpp Oz NT
CyHg O Ny

unknown

Ci5HayO16NT
CisHyOf;

CoyHy3010NT
C12Hy7 099Ny
C13HyO 15Ny
Ci7HyyOg,

Manual fit

CyHy 0Ny
CiyHy O3 Ny
CuH» O Ny
Ci3HisOsNy

/7 476

[z ATT

CiyHy O3 Ny
CyHypOpNy

/7 AT8




Free fit

s 48().1752
s 48().1 356
480.1632
s 48().2100
s 48().0965
s 48().0045
480.2493
s 48().(1491
s 479.9734

Final fit

CioHy 0Ny
CisHy Oy NT
CyH3, 0Ny
CiyH»n O Ny

— [u]kjujvvn

C13Hyp 047Ny

s C1aHyg OggNT
— 1111 KIOW L

s 481.1747
s 481.1628
481.1355
s 481.2138
— 481.1102
s 481.(0814
481.0376
s 481.0020
s 48 1.2489

s |11 KNIOW T

CisHyy 03Ny
CiHy; OsNT

s G Hyy O3NT

Ci3HyO015NT
Ci5Hy5 00Ny

s 482.1153
s 482 1478
482.1588
s 4821894
s 4822262
e 482 () 792
482.0001
s 481.9640

CisHy Oy NT
CiyHo O Ny
CiyHpp 03Ny
CgoHaﬁOwN?
Ci6HapOy6NT
CyHy205 Ny

e C13Hs Oy Ny

s 4831582
s 483.1172
483.1429
e 483.1913
s 4830533
s 4830892
483.2263
s 483.0116
s 482 9785

CisHy O
Ci7Hy055
CisHy5 014N
CigHyyOy4NT
CisHy1 O

s 484.1273
s 4841683
484.1381
s 484, (1948
s 4842057
s 483.9948
484.2325
s 4840563
s 483.9630)

C17Hy 05 NY
CisHy O Ny
CiHyp O NT
C1gHy 010Ny

CioHypOy5Ny

CgH3 O:N, Fﬁ
unknown

CioHy 0Ny
CisHy Oy NT
CyH3, 0Ny
CiyH»n O Ny

CisHyy 03Ny
C17Hy014N5
s C1Hpy O5Ny

CisHy Oy NT
CiyHo O Ny
CiyHpp 03Ny

|
Cng (oF F;; I

Manual fit

wrt®

z 480

/z 482

Ci17Hy O3 NT
CisHy Oy Ny
CisH»n O Ny




s 4851266
485.1404
485.1715
s 4850981
s 485.(724
s 485.2128
484.9956

Final fit

C17Hy055

CyHy0q,
CisHi7 O

CipHypyO4Ny
CopHy; 012Ny

Ci3Hy1 OggNy [

. 4850384

s 4861089
486.1481
486.0739
s 4861254
e 4861824
s 48,6.2169
485.9815

. 4859357

s G HgO gy Ny

— 1T KIIOW L

s 4871500
487.1175
487.1049
s 4870746
s 4871826
s 4870461

s 4860924

s (15 Hy 010N

A

CisHo O Ny
CiyHy O Ny
Ci;Hy Oy Ny
C1sHas 014Ny
an Hay O13N1_
Ci7Hz 013Ny

487.2221 ||

CyyHypOg;

Ci5Hp3016N5

Ci7Hz 01N, B
CisHy 014Ny
CisHy7O15N5
Ci7Hy5045N5
C12Hy Og9Ny

e 488.0903
488.1300
488.0668

e 488.1696
s 4879590

*
-

¥
»
»

CgHmOgnN;
C1oHOxn Ny

Ci;Hp Oy Ny
CisHoy O Ny
s C17Hygy Oy N7

s 48,0964
489.0873
489.1329
s 488.9623
s 48).(487
s 4801623
489.1942
s 4802443

C 1wH; 04 F;ﬁ
CisHy7 O

s 111K TIOW 1

Ci5Hp 007Ny
CisHapO15N5
Ci7Hz004N5

C12Hy3009N5

489.0030 | &

Manual fit

CisHo O Ny
CiyHy O Ny
Ci;Hy Oy Ny

Ci;Hp Oy Ny
CisHoy O Ny

/7 488

m/z 489




Free fit

s 49().(0669
490.0747
490.1071
s 49(). 1590
s 49().1407
s 489.9636
490.2019

Final fit

C1yHy O3 Ny
CyHys O3 Ny
s 15 Hp O3 N7
C13Hy 046Ny
CyHy 01Ny
s |11 KNIOW T

491.1650
s 401.1055
e 491.1400
s 10().9801
491.0425
s 491.2373

.

491.1893 |

Ci7Hg3005N7
CioHy O3 Ny
unknown
CoyHy5013N5
CisHyO14N5
s 1N KNOWTL
e C1Hy3 Oy NT

s 402.1726
492.1352
492.0804
s 492.2211
s 102.0495
s 402.2495
491.9830

CyHy O3 Ny
CioHy Oy NT
CyHy 011Ny
CuHy»ONT
Ci3Hiz 01Ny
— | 111 K TIOW T
e Cy Hyg O Ny

s 4031774
493.1648
493.1360
s 493018002
s 4032198
s 403.1149
493.0490
s 4930196
493.2498
492.9816

CoHay O
Ci5Hyr OzNT
CopHy 013Ny
C1sHy O
CoyHy3010N5
Ci7Hy;Of;
C12Hy5050N7
— 1111 K IOW 11

s 4041559
494.1486
494.1914
s 404.0635
s 4042338
s 19.3.9908

CioHy Oy NT
CyHypOyuN;
s C 13 Hap O1gNT

— 111 TIOW L 1

[
[
[
[
[
[
[
— 111K TIOW L :
|
[
[
[
[
|

Manual fit

|
C1yHy O3 Ny
s C 19 Hpy O NT
CyHys O3 Ny

CopHy 012Ny
CiyHy 03Ny

CyHy O3 Ny
CioHy Oy NT
CuHy»ONT

CioHy Oy NT
CyHy 03Ny

m/z 490

m/z 491

/z 492

m/z 494




s 405.1 588
s 405.1496
495.1945
s 4050666
e 405.1067
s 405.2350
494.9744
e 4950269

s 4061698
s 406.1 304
496.1561
s 4062050
e 4960917
s 406.2511
496.0107
s 4060500
s 405.9746

s 497.173()
s 4971608
497.1327
s 4972085
s 4971137
s 49'7.(0820)
497.0329
s 4969926
s 4972525

s 49815000
s 408,141
498.1856
s 498.1095
s 498,224
s 4979512
498.0083

s 4091530
s 409.1405
499.1884
s 409.1118
s 4092279
s 4090763
498.9568
s 408.9912
s 4090424

Final fit

| [ 1
C3Hy; OzNy
CigHayOy4NT
CopHy; 012Ny
C1sHp O
— 1111 K IOW 11
C1H,0,F;,
CioHi5 014Ny
CisHi3O1sNT

[ 1 |
CioHy Oy Ny
CisHy 05 NT
CyHy 03Ny
Ci7Hp 046Ny
CipHy 010Ny
s |11 KNIOW T
e C1Hyy OgNy
CyH,02 Ny

| | |
CisHyy Oy Ny
C13Hy; OgsNT
s C 13 Hpg O1gNT
Ci1Hy7 O5Ny
Cg()H:{:;O;;
s 111K TIOW 1
s G143 Hypy OggNT

CisHy O Ny
CyHy O Ny
unknown
C17Hp O14Ny
CiyHpp Oy Ny
s 1IN KNIOW L
s G Hyg 2Ny

CipHy 014Ny
C1sHy; O
CypHz O
Ci7HyOf;
— 1111 K IOW 11
C11HigOnNy
Ci3Hy Oy9Ny

Manual fit

CyyH,0,F |

CioHy Oy Ny
CisHy 05 NT
CyHy 03Ny

CisHyy Oy Ny
C17Hy005N5
s C 1 Hay Oy Ny
CipHy3013N5

CisHy O NT
CiyHpp Oy Ny
CyHy O Ny

m/z 495




s 5()0).1242
500.1635
500.1399
s 5()0.0897
s 4999477
s 500. 1977
500.2293
s 499).9944
500.0477

s 5()1.1260)
s 51,1669
s 501.1401
s 5()1.0920)
s 5()0).9510
s 51,0714
s 501.2048
s () 1.01428
500.9950

s 5()2.1429
502.1039
502.0693
s 5()2.1203
s 5()1.9447
s 521765
502.2040

503.1446
503.0771
e 5()2. 9481
s 5031767
s 53,0565
503.2152
s 53,0037

s 5()4.00844
504.1256
504.1099
s 5()3.9422
s 504, 1657
s (4. 0501
504.2011

Final fit

C17Hy 06Ny
C13H30015N1_
CisH»n O Ny
— 11 KIIOW L

C‘lﬁ Hgﬁ 015N3_
C17H30014N3_
s C1gHyy O13Ny
C1oHypO1pNy
unknown

C12H3050NT
unknown

Cg() Hay 01 4 N;
CisHag Ol_l'j
CigHy7 Oy

-
»*
‘..

CisHo Oy Ny

— 111 K TIOW 1
C‘lﬁ Hgg 015N3_
Ci7Hg 044Ny

C17Hys Oy N7 |
C13Hy O NT ||

I | |
CisHa 055
unknown

Cy7Hy; 074
s 11K IOW TL
C1H;05 Ny
Ci3Hy3050N7

CisHi7Og6NT |}
Cyi7Hz 015N

s G143 Hpp Oz Ny
Ci5Has 046Ny
CsOsN Fp

C‘lﬁ H:m 015N3_
s Gy HigOggNT
Ci7Hz 014Ny

C17Hy 06Ny
C13H30015N1_
CisH»n O Ny

Manual fit
|

m/z 500

C;Hyp O NT
C1Hy Oy Ny

L

m/z 504




s 5()5.0880
505.1530
505.1252
e 5(0)5.0450
s 5()5. 1897
s 54,9464

506.0683
506.1003
s 5()6.0566
s ()6 1346
s 55,9392
506. 1969

e 57,1541
507.1836
507.1361
s 5()7.0672
s 5069 964
s 507.1021
507.0490
s 5()7.2129

507.2493 ’
506.9470 |,

s 5()8. 1677
507.9696
508.1325
s 5()8.2279
s 5()8.0758
s 58,0356

s 509.1716
509.1263
509.1573
s 5(09.2067
s 5()8.9732
s 5. 2459
509.0821
s 5090414
508.9996

Final fit

| [ 1
CigHyOr6Ny |
Ci3Hy7 009N |
CisHar OzNT
Ci7Hg3045N5
C13Hy 015Ny
s 111K TIOW 1

CypH,O5F 7

C1yHy Oy Ny
CyHy Oy N7
C;Hy O NT
— 1 KTIOWTL
CipHag Oy3Ny
C1yHpy 045Ny
Cg()H:rngN:‘_
— 1K TIOWTL
unknown

[ |
C16Hz 017N}
CyH3 03Ny
— C19H11091N1
CoyHy5 014Ny
CgoH29014N1
C15Ha 015Ny
s C11Hypy Oy N3
— 1T KIIOW L
unknown

C13HyOygNT
Ci3Hi,OzNy

| | |

CuH 00N, | |
CH,O;N Fpy| | ]
CiyHy 05Ny
— T KTIOWTL

| [
CisHoy; O Ny
s (1 Hgy O17N
unknown
— 1L TIOWTL

— 1111 KIOW L
C15Hy O1pNy
s C1aHy7 090Ny
Ci5Hy Of;

Manual fit

ConHys O Ny
C1yHy Oy Ny
Ci;Hy O Ny

CipHy 014Ny
CyH3 03Ny
s 15 Hpy O3 Ny

CyHy Oy Ny
C,H,O;N, F},
CioHy O3 NT

CisHoy; O Ny

s C 19 Hap O14N5
CoyHy3013N5

- m/z 509

m/z 505

m/z 506




Free fit Final fit Manual fit

| |

e 510.1840 CyHyp Oy Ny CoHpOuNy /2 510
510.1454 CiyHy O Ny CiyHap O Ny
510.1653 CopHzs 012Ny

s 51002347 e ILKTIOW L

s 5101156 C13HgOyp Ny

e 510.2636
509.9825

[ 11 L | | '
e 51 1.1 884 C14H27013N2_ : /Z 51]‘
511.1491 Cg()H:n 01_5 I
511.1773 CaHys OpNy l
e 11,1252 C13Hg301_7 |
e 511.2383 CyoHyOn Ny :
s 511,034 s |11 KNIOW 1 I
511.0512 CisHy OgNy :
e 11 1.0103 CwHu OggNg_ |
511.2672 I
510.9803 '

| | ] | !
e 512.1588 CH; O N, CiHy O Ny j!l /z 512
512.1716 CisHy Oy INT CisHy Oy INT n
512.1259 unknown CopHyy O4NT
—— 512.1993 C19H34013N3_
e 51 2.0901 C17H22017N1_
s 51 2.243() s 11K TIOW L
511.9666 unknown
s 5120080 CgHwagN:‘_

| | | | | [
e 513.1696 C14Hyr OyyNy 8 :
513.1271 CmHggOl_ﬁ |
513.1568 Ci9Hz3 01Ny :
e 513.2018 CipHy Oy5NT |
s 513.1043 C13Hz O Ny !
s 51.3.0809 C11Hy705 Ny ; :
513.2406 unknown y !
e 513.0204 CiyHgOnNy | 5F I
512.9730 2 |

——— 514.1380 CisHyx O N, C1sHy O N, /z 514
514.1051 CiyHo, Oy Ny Ci7Hy Oy NT
514.1502 C19H32015N1_ C19H32015N1_
e 5141817 CigHz 04Ny
— 5] 3.0624 C13H3021 Nl_
s 1142222 C19H35013N3_
514.0676 e C1oHg O Ny
Ci6HapOysNT




s 5151472
515.1063
515.1304
s 5151820
e 5149651
s 515.0656
515.2210
s 5150069

Final fit

CopHa 014Ny
CigHayOy6NT
Ci2Hpy O5p Ny
CisHipOpy

CiaHy305NT

s 5161189
516.1588
516.1326
s 5160845
s 51 5.9 620
s 51 6. 1996
516.2290
s 5159370

— 11 KIIOW L
— ]_]_nkn{)wn

— ]_]_nkn{)wn

C17Hy Oy NT
CisHy O Ny
CisHxn O Ny

CigHz 014Ny
unknown

s 517.1212
517.1625
517.1381
s 517.0837
s 517.2035
s 51 6.9658
517.0236

CopHy; 014Ny
C17Hy 055
CiyHz O
CipHypOy6NT
C12HyOx Ny
Ci7Hy300:N; (K

s 518.1403
518.1280
518.0994
e 518.0642
s 518.1836
s 517.9589
518.2211
s 517.9206
518.0125

— 1L KIIOW L
s 111K TIOW 1

Ci1rHyp Oy NT
CisHo O3 Ny
C15Hy Oy Ny
CgHg 03 N, F1_4

unknown

s 5191443
519.1310
519.1006
e 519.0632
s 5191794
s 519.2119
518.9592
s 5190259

C1Hyg OyNy
CipHy3015N5
CisHy3006NT
CisHy Of;
CipH Oy6NT
CisHy 005N |
unknown
Ci3Hy5000N5
unknown

Manual fit

m/z 515

C17Hy Oy NT
CisHy O Ny
CisHn O Ny

C17Hy Oy Ny
CisHo O3 Ny
C15Hy Oy Ny

m/z 518




e 5200775
520.0856
520.1202
e 5201591
s 52001948
s 5199534
519.9052
s 52000485

——— 5210797
521.0881
521.1243
— 521.1507
e 5211850
e 521.2308
521.0341 ||
—— 5209681 |

s 5221482
522.0874
522.0602
s 522.1250)
e 522, 1894
s 522,234 | |

s 5231793
523.1525
523.1316
e 523.0532
s 5230895
s 52.3.2189
523.0154
s 5229878
523.2490 |

Final fi

Ci;Hpn O Ny
CisHy O3 Ny
s C 13 Hpp O15 Ny
Ci5Hy 007Ny
C1sHyzp 016Ny
CisHy 016Ny
CgH1 07 Ny F;.-]

CopHayr Oy5NT
Ci7H3 07Ny
unknown !
Ci3Hy7 099Ny
C1gHy 016Ny

CyHy O Ny
C1yHy Oy Ny
CyHzp 03Ny
Ci7Hp 0Ny
Ci;Hy Oy Ny
CipHy 016Ny
CoHi2 016Ny
— 1T TIOW TL

unknown

CyHj3 Oy Ny
s C 17 Hy O
CopHar Ol_ﬁ
CoHy5045N5
Ci5H11 Og9Ny
s 1IN KNIOW L
unknown
Ci5Hy05,

s 5241627
524.1305
524.2155
e 5242452

CoyH; 045 NT
an Hay O13N3_
s G143 Hp O15 Ny
— 1111 K IOW L

Manual fit

Ci;Hpn O Ny
CisHy O3 Ny

R m/z 520

CnHyO;,N,
C1yHy Oy Ny
CyHzp 03Ny
Ci;Hy Oy Ny

CopHypO14N5

n/z 522

=

CyHj3 Oy Ny
s C 19 Ha7 Q15N

s G 15 Ho O16NT

Cana(lolﬁNai_.l m/z 524




s 525.1691
525.1583
525.2095
s 5251218
e 524, 9869
s 525.0667
525.2451
s 525.0315

s 5261411
526.1797
526.1642
s 525.9600
. 5262293
s 526.1053
526.2604
. 525.9915

s 5271823
527.1399
527.1548
s 527.2196
s 5271003
s 526.9633
527.2549
s 5269877
527.0485

s 528.1520
528.1643
528.1206
s 528.1973
s 528.0878
s 528.2390
527.9754

s 5201630
529.1191
529.1465
s 520). 1987
e 5280831
s 52.8.9803
529.2396
s 5280403

Final fit

| L]
— 1L TIOW TL
CopHag Ol_l'j
C15Hy 090Ny
Ci5Hyr 019Ny
— 1111 K IOW 11
C13Hz 050Ny
unknown
Ci7Hy; 05y

|
CyH;p O3 NT
CipHy O Ny
CgH1 Or, Ny F1_7
Cg() H:aﬁ 013N3_
CisHp OzNT
s |11 KNIOW T

CopHy Ol_l'j
unknown
CiyHy O,
C14Hy5 050Ny
— 1111 K IOW 11
C1oHyg O Ny
Ci;Hp O3

| |
CipHz 0Ny
CisHy Oy NT
s G Hyy Oy Ny
— 11 KIIOW L
Ci7Hp 01N
s 111K TIOW 1
s G143 Hyp Oy NT

C13Hy 090Ny
CigHayOy6Ny
CiyHy O45N;
Ci3Hp300 N7
C13Hy Oy Ny
s 1111 KNIOW 1

C1sHi7 Oy

Manual fit

CyHy 05Ny
CioHy O Ny

CipHz 0Ny
CisHy Oy NT
Cg() Hay 015N1_




s 530). 1404
530.1332
530.1818
s 5301002
e 5302206
s 52,9640

s 5311415
531.1290
531.1837
s 531.0992
s 531.2211
s 5309795

s 532.1140
532.1503
532.1301
s 532.0783
s 5.3 2. 1866
s 531.9127
532.2189
s 5319725

e 533, 1189
533.1455
533.1663
s 5330823
s 533.1978
s 5:33.0524
532.9782
s 532.9 156

s 5341364
534.1222
534.0943
s 533.9000
s 5340587
s 5341812
534.2211
s 5339763
534.2813

Final fit

C13H23017N1_
s (17 Hpg O16 N3
CyHy O Ny
CisHp 015Ny
C19H35014N3_
s (15 Hg Q91 Ny

CisHyr Ogg

Cg() Hyy Oule_
C1gHy O16N5
Ci3Hy1 0Ny

C17Hy 03Ny
CopHzs 014Ny
s C17Hy O16 N3
CisHyp O NT
— 1111 KIOW L
s 111K TIOW 1
s C 13 Hyp OpoNT

| |
Ci6Ha1 Oy
Cg() Hay 01 G N;
CipHy 016Ny
CigHyz 07Ny
— 1T KTIOW L

— ]_]_nkn{)wn

C17Hy O3 Ny
C1GH24019N1_
unknown
Ci;Hy Oy NT
Ci7Hz 046Ny
C13 H:aﬁ 015N3_
unknown

Manual fit

C13H23017N1_
s C 19 Hyp O16NT
CyHy O Ny

N |m/z 530

m/z 531

C17Hy O Ny
— C13 H:m 017N1_
CisHpOpNT

Ci1rHy O3 NT
CisHy O NT
C;Hy Oy Ny

m/z 532




| N
e 535.1301
535.1725
535.0983
e 535.0480
e 535.1487
s 5:35.0105
535.0663 |
e 534.9127
535.2140
534.9918

e 536.0738
536.1062
536.1190
e 535.9056
e 5361644
e 536.2021
536.0168
s 535.9667

536.2617
|

e 537.1381
537.1567
537.1127
e 537.0762
s 5371891
e 537.0230
537.2245
e 536.9089

J

J X

.

s 538.1454
538.1327
537.9034
— 538.1888
s 538.0900
s 5380530
538.2307
s 5379774

e 539.1761
539.1339
539.1519
s 539.0501
e 530.2287
s 539.1024
538.9062
e 539.0120

Q8

Final fit

CirHyp 017Ny
unknown

Clﬁ H19 02—1
C15Hy OagNy

= unknown
CiHx Oy

CisHyy OurNy |

= Unknown

ClﬁH@ﬁOlgN;
Ci5Hyp Oy Ny
unknown
Ci6Hyp 017Ny
C17H3 016Ny
C1oHyy O Ny
unknown
e UnknIOW N

C17Hyy Oy5Ny
C1Hag 015Ny
CmH‘ETOUjN;
CisHss O Ny
C17H15019N1—
e ULKDOW L
unknown

CgngsolﬁNl_
unknown
CoHyp OuNy
CigHagO15Ny
C15Hay OagNy
C14Hy O Ny
unknown
e UKIIOW L

CyHy 05Ny
CipH» 05Ny
s C 17 Hy O
CopHp Of;
CisHy 055
C13Hig 0Ny
unknown
e UNKDIOW DL
e C 15 Hi5 020N

ClﬁH@ﬁOlgN;
Ci5Hyp Oy Ny

m/z 536

ConHay O15Ny
s (10 Hog, OlﬁNg_

C'ZOH‘B Ole_
CoHyp OuNy

CoHy O Ny
CioHy; O Ny




Free fit

s 540. 1577
540.1271
540.2119

s 124().2427
s 5309047

Final fit

— 11 KIIOW L
— ]_]_nkn{)wn

CoHz O Ny
Cg()H:;‘;OmN:‘_
s G143 H Q19 Ny

s 5411656
s 541.1552
s 541.2013
s 41,1171
s 54().9808
s 541.2417
s 541.0591
s 54.1.0230
540.9042

— 1T KIIOW L

CaHa Oy
— 1111 K IOW 11

s 111K TIOW 1

C1sHy; 017N

Ci5Hy Oy Ny

C17Hyy O1yNy

s 54.2.1738
542.1343
542.1539
s 42,2281
s 5422587
s 541.9719

— 11 KIIOW L
— 1L KIIOW L

CyHy; O0NT
s (O Hog O19 N
s G153 Hpg Q1N

CyH, 06N F;

s 54.3. 1770
543.1351
543.1553
s 5432290
s 54.3.0983
s 54.3.2590
542.9852
. 5430452

C1sHz Oy
unknown
unknown

s 111K TIOW 1
CiHi505

C13Hy7 050N
C13Hy; 00Ny

s 5441478
544.1616
544.1159
e 544, 1881
e 44,2338
s 5440820
543.9827

— 1L KIIOW L

CioHy Oy NT
CisHy O Ny
s G Hyy O3 Ny
Ci7HpOygNT

C15Ha O Ny

A

Manual fit

CoHz O Ny
s C 1 Hg O7NT

9
E
4

CyHy; O0NT
s C 1 Hpg Oz NT

CioHy Oy NT
CisHy O3 Ny

ﬁ'n/z 540

4
4

/z 541

/z 542




Free fit Final fit Manual fit

| | ! | . |
—— 545.1503 CriHy Op Ny | CuH,0,F, | A m/2 545
545.1151 CaHy0r; :
545.1429 C1GH21 019N2_
e 545.1893 CioHay O
s 54.5.0773 e [INKNIOWTL
e 5:4.5.2299 s T KNIOW L
544.9889 T
e 545.0397 :
|
|
|

| I

s §46.1 368 C13H23013N1_ C13H23013N1_
546.1273 C17Hg4019N1_ C17Hg4019N1_
546.0939 — C17H23017N3_ — C19H32017N1_

s 5461772 Ci5Hz 016Ny

s §46.2183 C19H35015N3_

s 545 9277 s 111K TIOW L

| | | | | [
s 14471 382 C17H27013N2_ :
547.1269 CigHy 017Ny !
547.0948 Cng:;OmNg_ :
e 47,1771 Cu HmOg:;Ng_ |
s HAT7. 2147 C14H13022N1_ :
s 5470383 s 1IN KNOWTL |
546.9905 unknown |
e 546.9318 ;
|

|

| | | | |
s H4.8.1093 ClTH‘Jﬁol‘JN‘l_ : CHH%O-IQN-I_
548.1501 C13H30013N1_ | C13H30013N1_
548.1243 — C‘IGH%O‘ISN:‘_ : CnggOgoN;
s H4.8.1926 C17H30017N3_ I
s 5479244 s 11K TIOW L :
Hh48.2278 — ClsH:{‘;OwN;;_ :
|
|
|

| | ! ! |
— 5491 112 — 1T KIIOW L
549.1265 CiHy; 017N
549.1541 CigHy 015Ny
e 549.0731 C13Hy705 Ny
s 5491900 CopHy O
s 5489856 C17Hy O1pNy
549.0266 unknown
s 48,0282 | |
549.2261 : : 3
[ 3




e 550 1188
s 55().1329
550.0888
s 54.0.9216
s 55().1761
s 55().2140
550.0505
e 5502774
s 5409887

| |
e 551.1276

s 551.1998
551.1639
e 551.0413
e 5510933
s 551.0035
550.9218 |4

s 552.0740
s 552.1135
552.1586
e 552.1962
s 5520555
s 551.9183
552.2414

e 553.1562
s 55.3.1357
553.1890
e 55.3.0708
e 553.1089
s 55.3.2255
553.0228
s 5529263

| |

s 5541296
554.1829
. 5542252
s 5540726
s 55.3.9182
554.0174

Final fi

| |
C17Hy 09Ny
C1Ho Oy N;
unknown
Ci7Hp 0Ny
CisHy 016Ny
CioHapO3Ny
unknown

C1gHi7 O1pNy
CisHy5017N;
Ci7Hz 015Ny
C1sHz O1pNy
— 1111 K IOW 11
s |11 KNIOW 1

CopHag 01_8

Ci5Hp O NY |7
Ci6Has OgNT
Cg() H:m 01 5N3_
— 111 TIOW TL

Ci7HyOp9NT
— | 111 K TIOW T
unknown

CopHy O Ny
CoyHyr OzNT
s G5 Hys OsNT
— 1 KTIOWTL
CyHy300:N5

CoyHy Oy NT
CoyH;p 045Ny
CiyHos O Ny
— 1 KTIOWTL
— 1 KTIOWTL

C17Hy 013Ny

Manual fit

Ci1rHy O NT
C1Hy Oy Ny

CopHy O Ny
CipHy; 017Ny

ConHy Oy NT
CyHy 05Ny
CiyHos Oy Ny

. m/z 554




Final fit Manual fit
|

| | | |

——— 555.1705 CoH, 04N, CnHy OnN, m/z 555

555.1307 — C1(;H29020N1_ — CmHngﬁNg_

555.1516 s (15 Higs O7
s 5552196 C1Hz 019Ny
s 15 5. (0383 anHmOﬁNg_
s 555.1 031 s 111K TIOW L

555.2514 —— C19H25013N1_

— 1111 KIOW L

| | |
——— 556.1528 CyHy O N, CyHy O N, m/z 556
hh6.1247 anH:;‘;OmN;;_ — C1gHgﬁO13N1_
556.2081 unknown
C15Hy OpNy
| | | | | I
e 557.1588 CaoHy O17 Ny o m/z 557
HHT.1488 CmHggOgnNg_ | |
557.2067 Cy5Hy; 09y Ny : :
— 5571 127 — 1T KIIOWTL | |
s 556.9952 s |11 K TIOW TL b
e 557.2424 C1sHy305, o
557.0527 anHﬁOﬁNg_ | |
CisHy500 N7 : :
[
[
| | | | Lol |
—— 558.1688 CxHy O N, - CxHy O N, m/z 558
HhH&.1299 CmHggO-lle_ | | CmHggO-lle_
558.1479 CH,0;N,F}, . CH,0;N,Fy,
s 157965 T CmH:rgOmN:‘_ | |
e 55 8.2213 K NIOWTL (.
e 558.2530 e tmkniOWn) o
HHR.0876 anHgnOmN:‘_ [
s 55 8.0266 : :
I
[
|

| | | | !
——— 5501720 CoHiy O | m/z 559
559.1295 Cm Hgf Ol_‘] |
559.1459 CopHas OmN.z_ :
— 55,2128 B — 1 Y |
s 558.0 684 CisHy305 !
e 559.0858 C13Hy; 051N :
559.2465 [
s 5590234 :
|
|




e 5601497
560.1097
560.1334
s 56.0). 1788
s 5602052
s 5600756
560.2383
s 55,9716

Final fit

e ClR H‘Zﬁ 021

CioHy O Ny

Ny

s C 17 Ha O15 Ny

— ]_]_nkn{)wn

CipHy 016Ny

CiyHi3 047Ny

s G 1 Hap 090Ny

s 56,1.1493
561.1129
561.1815
s 5610757
s 5612231
s 56().9509
561.0210

e
npr T,
-

CopHys 01_8

— ]_]_nkn{)wn

CisHyr O1gNT
C13Hy;020N5

C12Hz 093Ny
Ci3HyO5 Ny

s 56.2.1269
562.0938
562.1820
s 56.2.2 168

CisHy O NT

s C17Hps O3 Ny

— 11 KIIOW L
— ]_]_nkn{)wn

Cy:H,, Oy Ny

e 563.1321
563.1238
563.1863

s 5630888
s 163.222()
s 62,0442

CoHgs 01_8
unknown
unknown

Cl!’j Ha; 020

N;

e 5641352
564.1025
564.1184
s 564 1867
s 5642219
s 5640640
56:3.9388
s 564, 2883

s C15Hyy O17
— 1111 K IOW L
C11H3 003
s 111K TIOW 1
unknown

C17Hy Oy NT
CisHy O Ny

Ny

Ny

CioHy O Ny
s (15 Hg O NT

C1sHy Oyg Ny
s (15 Hip 017Ny
Cy;Hy Oy N

C17Hy Oy NT
CisHy O Ny

m/z 563




s 56.5.1356
565.1083
565.1777
s 5649417
s 56.5.0 158
s 565.0654
565.2137

Final fit

C1sHy 013Ny
unknown
unknown
Ci5H 09Ny
CoyHy; 017Ny
s |11 KNIOW 1

s 5661154
566.1391
566.1788
e 5660816
s 5662123
s 55,9464
566.2745
e 5660326
565.8724

Ci7Hag OngNT
Ci7Hp 045Ny
C1gHy 017Ny
C15Hp On Ny
CiHgOuNy

s 567.1635
567.1985
567.1350
e 567.0361
s 5669408
s 567.1 049

C17Hyz 019Ny
unknown
CiyHz; Oy
C1gHy7 050Ny
— 1111 K IOW 11
C1Hy1 O Ny
CoHy; OysNT

Manual fit

CoHy 06Ny
s C 1 Hpg O17 Ny

[ [
s 56,8, 1628 CyHy 0N : :
568.1032 s C 17 Hgp Oz Ny Lo
568.1372 — CngﬁOmN; l :
e 56.8.1957 1 Y |
s 5678726 K NIOWTL I
e 568.0569 Ci5Hyy OpoNy ¥
568.2438 unknown I :
[

A ..L.
| | | | o
e 56,1279 C16Hyy OpN; : :
569.1470 CyHyy O‘!ONl_ | |
569.1843 CogHyr Oy5NT : :
e 569.2220) CisHy5 019Ny Lo
s 5(:9.0032 s |11 K TIOW TL b
s 5690847 C1sHi1302 Ny : :
568.9350 unknown o
— I KNOWTL : :
I
% |

m/z 565

m/z 566




s 57().1200
570.1381
570.1766
s 57().2062
s 560, 8665
s 57(). 2454
570.0805

s 571.1658
571.1245
571.1433
s 571.2192
e 5710367

Final fit

CnHyORN,
s (19 Hg O17 N3
CyHzp 0Ny
— 1L TIOWTL

— 1111 KIOW L
s 1111 K TLOW 1L
e O35 Hpy OgoNY

s (16 Hoy Oy NT
s C 1 Hgy O NG
C1sHy05,
— 1 KTIOWTL
Ci3HypO93Ny

CyHy O Ny | |

CyHy 03Ny
CopHy 016Ny
unknown
C13Hy00 Ny

s 5731478
573.1594
573.1994
s 5731104
s 5732372
s 573.0510
572.9929

s 5741638
574.1239
574.1414
s 5742189
s 74,2510

|

e H72.1478

572.1221

572.2049

s 57 2.2391
[

— 111 K TIOW 11

an Hay 01_(,
unknown
C1gHa; 019Ny
— 111 K TIOW 1
C17HyyOn Ny

CyHy 05Ny
s (14 Hg Oy Ny
s C 15 Hpg O15Ny
— 11 KIIOW L
— 1111 KIOW L

X

Manual fit

CnHyON,
CyHy 05Ny
CoyHyO1zNy

CyH3 0Ny

|k

s G190 Hoz OysN; -

CyHp O Ny
s (15 Hg Q19 N7

m/z 573

m/z 574




s 57 5. 1677
575.1264
575.1469
—575.2183
s 57 5.0805
s 57 5. 2480
575.0446
s 574,90 682

e 5761488
576.1357
576.1061
s 5761750
s 5762115
s 57 5.9 556
576.0797
e 57 6.2421

s 5771450
577.1092
577.1753
s 5769581
s 5770802
s 577.2134
577.0461
s 5772590

e 578.1246
578.1154
578.1774

e 578.0799
s 5782164
s 5779547

e 57,1257
579.0970
579.1671
s 5719. 1985
s 57,0466
s 57 8.9 506
579.2300
s 57 8.9 769

Final fit

| L1
CigHayOy9NT
C1sHyr 019Ny
unknown
— 11 KTIOWTL
C13Hy; 093Ny
s |11 KNIOW 1
CiHigO Ny
CiaHy1 Oa3Ny | 4
CoyHys 01N |

|
CipHz 0Ny
s (13 Hi Q20 N3
s C 17 H Q19 Ny
CigHy 045Ny
— 1L KIIOW L
s 111K TIOW 1

C17Ha;050N5
CoHys O4sNT
C13H9024N2_
CigHayOy9Ny
C15Hz 02Ny
s 1111 KNIOW 1

Ci5Hy7020N5

x
.'...ll

|
CisHays Oy Ny
unknown
s C 1 Hy O3 Ny
— 1 KTIOWTL
Cg() Hay 01 7N3_

| |
CipHy 015N
C1gHy 019Ny
unknown
— 11 KTIOWTL
C15Hig 02Ny
C17Hy; 00Ny

Manual fit

CioHy O Ny
s (15 Hg O NT

CisHys O Ny
s C15 Hi3p Oy Ny
s C 17 Hpy Oy NT

m/z 575

m/z 578




s 58().1011
580.1265
580.1890
e 5801489
s 5800679
s 58,2375
580.2982
s 57,9604

Final fit

s |11 KNIOW T

Ci7Hy Oy Ny
s (15 Hy Q15 N3
s C 15 Hy OpgNT
— 1111 K IOW L

C15Hpp 020Ny

s 581.1757
581.1038
581.1360
s 581.2149
e 581.0516
s 58().96:39

CipHy 019Ny
CiyHy05,
unknown
CipHyyOsNT

— 1T KTIOW L

CopHa; 015Ny

s 582.1705
582.1252
582.2053
s 582.1010
s 5822711
s 582.0513
581.8816

Yy

Ci7Hz 099Ny
Ci1sHy 015Ny
C17Hp00 Ny

— 1T KIIOWTL

—— ]_]_nknown

e 583, 1889
583.1540
583.1136
e 583.0012
e 583.0544
s 58.3.2236

»
*
+*

CisHy; 019Ny
Cy7Hz OgyNy
unknown

CopHa; 019Ny
Ci3Hy5004N5

C15Hz Og3NT

s 5841516
584.1842
584.1134
e 5842184
. 5842620
s 583.8794
584.0651

—— ]_]_nknown
s 111K TIOW 1

C1gHy 050Ny
C1Hyp 020Ny
unknown

CopHa 019Ny

Ci5Hpp 093Ny

Manual fit

|
Ci7Hy Oy Ny

st

b

m/z 580

/z 581

m/z 582

/z 583

/z 584




s 585.1420)
585.1171
585.1784
s 5852214
e 5850244

s 5861309
586.1697
586.1129
s 5862053
. 5862535

s 587.1603
587.1395
587.1178
s 587.2122
e 58 7. 2468

i/

|
e 588.1428

588.1193
588.2022
e 5882301

|
s 55391479

589.1378
589.2032
s 580.1005
e 58,2375

Final fit

CopHayO15Ny
CopHar O1gNT
C1gHy5 020Ny

— 111 TIOW TL ’
CisHy1705,

an Hag 01 9 N1_
C16Ha O Ny
C1gHas 02Ny
— 111 K TIOW 1

—— ]_]_nkn()wn

CyH3 03Ny
s (16 Hiy Q20 N7

unknown
— 1111 K IOW L

Vi

CoyH; Oy NT
unknown
unknown
C13Hy020Ny

_J

CopHy 019Ny
C1pHa 090Ny
unknown
— 1111 K IOW 11

)

Manual fit

| |
CyH3 03Ny
s G 15 Har O19 NG

AN

m/z 585

m/z 586

m/z 587

CyHy 0Ny
s (1 Hi O N

m/z 588

m/z 589




Free fit Final fi Manual fit

——— 500.1103 CrHROnN, CrHyOnN, m/z 590
590.1578 CyHy 0Ny CyHy 0Ny
590.1365 — CmHgsOmN:‘_
s 59().2057 C19H32013N3_
s 590747 s L KNOW T
589.9617 — C13Hg4021N1_
— 11 K NIOW L

|
s 91,1285 CyyH,; O3,
591.1593 CyHjy, 03,
591.1104 CopHys 015Ny
— 5911971 C17Hg1 OggNl_
s 59 1. (604 e [INKNIOWTL
s 591.2390 CiaHy1 004Ny |
590.9737 /

| | | [ |
s 592.1427 CyHy Oy Ny : : CyHy Oy Ny
5921255 C13Hgﬁ021 Nl_ | | C13Hgﬁ021 Nl_
592.0982 s C 1 H O Ny F;g : : C19H34013N3_
s 59 1.9526 CpyHy 05Ny | | Ci;Hyp Oy Ny
s 5021839 I KTIOWTL : :
— 5922206 CmHggOg-l N3_ H | |
592.0662 unknown b
— 592.2585 o
I |
|

| | | L1 [
s 5931395 CopHys 019Ny :
593.1733 CyyHjy3 05, I
593.1030 Ci7Hp3 00N | | :
s 5030640 C1sHy7 Oy NT | 4 [
s 53,2076 — 11K TIOW L I
s 59.3.2416 CipHy7050N5 :
592.9606 C13Hy3004N5 '
e 593.0218 ' '

| | L | | Nl
5011169 CrHnOnN, | CrHyOn N, m/z 594
594.1768 — C17H23020N3_ | — C19H3{;013N3_
594.0836 CayHyg 019Ny : s C 19 g Q2N
——594.218() CiyHy O Ny | CiyHy O Ny
111 K IOW L :
[
[
[
[
[
[
|




Free fit
|

s $95.1201
595.1954
595.1659
s 5950893
s 5952 304
s 505.0392
594.9161

e 5961233
596.0956
596.1909
s 5961652
e 5962339
s 506.0433
596.2877

s 5971704
597.1321
597.2116
e 597.0992
e 5969043
s 5070394

Final fi

| | ~

CipHy; 019N
unknown
CipHy3050NT
CisHy7 05,
Ci5Hyp 093Ny

C17Hy020N7
C1gHz 019Ny
unknown
— 1T KIIOWTL
Ci7HyO0N5 £

C1pHy5 050Ny
CiyHy305
unknown
— 1T KIIOWTL
CipHyyOs Ny

>, - F— F— — — — — — —

Manual fit

m/z 596

e 598.1602
598.1932
598.0028
e 598.1099
e 598.2768

s 508.2363

C17Hz 050Ny
C1gHy 019Ny
unknown
— 11 KTIOWTL
— 111 KTIOW L

Cy7Hag OgoNT

e 59,1562
508.9821
599.1927
e 508,903 1
s 5991213
s 509.0355
509.2634 |7,

CyHi2 019Ny |
I

CigHy300 Ny
unknown
C1Hy1 093Ny

— 11 KTIOWTL
— 1111 K IOW 11
CopHar 019Ny
CiyHy O3
— 1111 K IOW 11




